LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 4.721 245 248 258 rBVY 1203618 1799329 36.32% 4.348%
2 5.190 287 289 303 rBY 3529024 3736578 75.43% 9.030%
3 6.264 380 383 385 rBVY 3886732 4135137 83.47% 9.993%
4 6.367 390 392 395 rVV 4002682 3665165 73.99% 8.858%
5 6.596 409 412 414 rBV 947628 915003 18.47% 2.211%
6 6.745 423 425 428 rBV 2199123 2924281 59.03% 7.067%
7 7.167 459 462 464 rBV 2834099 2833370 57.20% 6.847%
8 7.876 522 524 527 rBVY 1074719 1220614 24.64% 2.950%
9 8.962 616 619 621 rBY 5241995 4953758 100.00% 11.972%
10 9.362 652 654 656 rBY 1140871 978437 19.75% 2.365%
11 9.625 675 677 680 rBY 1282498 1293456 26.11% 3.126%
12 10.082 715 717 718 rVB 93777 103223 2.08% 0.249%
13 10.299 732 736 739 rBV 30942 51253 1.03% 0.124%
14 10.413 744 746 749 rBV2 2002564 2484400 50.15% 6.004%
15 10.551 755 758 762 rBV 144037 179976 3.63% 0.435%
16 10.996 795 797 798 rBV2 95995 97291 1.96% 0.235%
17 11.099 804 806 809 rBV 977233 1376719 27.79% 3.327%
18 11.591 846 849 853 rBV2 15276 53465 1.08% 0.129%
19 11.659 853 855 859 rvv 580961 560921 11.32% 1.356%
20 12.311 910 912 914 rBV 62563 54435 1.10% 0.132%
21 12.437 921 923 929 rBV 86385 114147 2.30% 0.276%
22 12.539 929 932 934 rVB 51489 60998 1.23% 0.147%
23 12.688 943 945 948 rBY 2809464 3184792 64.29% 7.697%
24 12.939 963 967 969 rBV2 58562 79352 1.60% 0.192%
25 13.282 991 997 999 rBV2 36659 55950 1.13% 0.135%
26 13.602 1022 1025 1034 rBV 297774 453284 9.15% 1.095%
27 13.728 1034 1036 1039 rBV 842466 911495 18.40% 2.203%
28 13.922 1051 1053 1061 rVB 42378 57938 1.17% 0.140%
29 14.231 1076 1080 1086 rBV 78445 187699 3.79% 0.454%
30 14.585 1109 1111 1113 rVB 109751 124491 2.51% 0.301%
31 14.642 1114 1116 1119 rVB 81485 81337 1.64% 0.197%
32 14.734 1121 1124 1127 rVB 26801 49864 1.01% 0.121%
33 14.814 1128 1131 1132 rBV 72005 90327 1.82% 0.218%
34 14.837 1132 1133 1136 rVB 44829 57818 1.17% 0.140%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 15.088 1153 1155 1158 rBV 679830 851340 17.19%% 2.057%

36 15.500 1188 1191 1193 rBV 89982 126168 2.55% 0.305%

37 15.557 1193 1196 1198 rBV3 30196 64871 1.31% 0.157%
38 15.923 1225 1228 1233 rBV2 46541 89714 1.81% 0.217%
39 16.151 1245 1248 1252 rBV 34741 71165 1.44% 0.172%
40 16.345 1261 1265 1268 rBV2 35229 88392 1.78% 0.214%

41 16.403 1268 1270 1272 rVV 59032 116391 2.35% 0.281%
42 16.448 1272 1274 1280 rVV5 61775 198413 4.01% 0.480%
43 16.551 1280 1283 1284 rVVv2 78817 161081 3.25% 0.389%
44 16.586 1284 1286 1291 rVB 148414 288918 5.83% 0.698%
45 16.814 1302 1306 1312 rVB5 51553 126799 2.56% 0.306%

46 16.974 1317 1320 1326 rVB 35001 83210 1.68% 0.201%
47 17.328 1348 1351 1354 rBV2 28211 62151 1.25% 0.150%
48 17.648 1375 1379 1385 rVB2 44745 124189 2.51% 0.300%

Sum of corrected areas: 41379105
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011217\

BF092221.D

12 Jan 2017 21:37

UM/SsJ

11030-11

18 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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5000000
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15.09
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 39.33 ng 1799330 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
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): BF092221.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S
440 4.60 4.80 5.00
o...,....,....,....,':...,..:.|,...7.,1.9..?.3.9.,...:,|....,....,....,....,...., m/z 59.10 60.24%
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 I L L
59.0 440 460 480 500
0
150 4, 1010 m/z 101.00 20.75%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”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 41.0 m/z 58.10 14 .79%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-
54.0 440 4.60 4.80 5.00
31.0 m/z 41.10 9.25%
5000
3.0 73.0
15\'0 A‘ | ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY LSRR NN LA SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 80.11 ng 3665170 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 392 (6.367 min): BF092221.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 5o || 00 550 650 60 Gbo 6
o S OO 1 N PR MR B2 B [| S m/z 68.10 47.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 L
5000 SRR LR R
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.08%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 66.00 29.33%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 18.84%
117.0
5000
39.0 910
o | S0 @omo | wso || |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR S U N I O —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.61 ng 179976 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 758 (10.551 min): BF092221.D (-755) (-) m/z 57.10 100.00%

51.1

5000

10.20 10.40 10.60 10.80

1131 1411 1691

0 m/z 43.10 72 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L L L L LB L LN B
85.0 10.20 10.40 10.60 10.80
29.0 m/z 71.10 69 .45%
0 \‘ ‘\ h | Y 1130 141.0 169.0 282.0
T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T T T T
10.20 10.40 10.60 10.80
5000 m/z 85.10 43.97%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane e AL maate o
57.0 10.20 10.40 10.60 10.80
m/z 41.10 29.20%
85.0
5000
29.0
0 LDy \\11?0‘\14.10 1690 197.0 2400
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 : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 8.15 ng 560921 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 855 (11.659 min): BF092221.D (-853) (-) m/z 73.00 100.00%
430 730
5000 129.0
971 2132 rrTT llllllllllll LB
157.1 185.1 : 256.2 nmnmnmnm
OFprrrr m/z 60.00 85.81%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 UL B B I SUL
129.0 11.40 11.60 11.80 12.00

‘ 97.0 m/z 43.05 83.85%
ull. 1l 1

1570 185.0 213.0
,.h..ih..w.,.. BV e L P 0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0

o

43.0 11. 40 11.60 11.80 12.00
5000 129.0 m/z 57.05 71.14%
171.0
97.0 214.0
152.0
O r T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 73.0 11.40 11.60 11.80 12.00

m/z 55.05 62 .65%

5000 129.0
97.0 199.0 242.0
ey 7 o |
| I‘I . |‘|‘i‘| I\\lullh ‘ H I\\MH\ \\‘\ ull \ P‘8O‘O |

_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Tetradecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.44 2.50 ng 114147 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 74
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 38
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
Abundance Scan 923 (12.437 min): BF092221.D (-921) (-) m/z 73.00 100.00%
43.1 73.0
e ./LL
1220 12.40 12.60 12.80
(o} m/z 43.10 99.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 LI BN B BN B
129.0 1220 12140 12.60 12.80
970 185.0 228.0 m/z 57.10 88.53%
0 ‘\ ‘H‘ I‘IMIII‘HI\IIH\M |“||||‘||||1|6|(‘3|.P|||‘|||‘|||||||||||||
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance
73.0
43.0 12120 12.40 12.60 12.80
5000 129.0 m/z 60.00 84 .96Y%
171.0
97.0 214.0
152.0
e R R R R S SRR SRS LA SRR RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37189: n-Decanoic acid
60.0 12.20 12.40 12.60 12.80
m/z 55.10 78.29%
i wd
129.0
oL180 W LWl MO | assole o e
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 12 20 12. 40 12 60 12. 80

8270-BF122116.M Fri Jan 13 14:10:48 2017

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 9.95 ng 453284 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 1025 (13.602 min): BF092221.D (-1022) (-) m/z 57.10 100.00%
51.1

83.1

5000

5

13.20 13.40 13.60 13.80 14.00
m/z 43.10 85.32%

139.1 167.1  207.0230.1

o 281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

3

5000 LA L L L L L L B
13 20 13. 40 13. 60 13. 80 14. OO
m/z 55.05 71.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
T RN RS e e e
69.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 68.32%
97.0
125.0

154.0 183.0 224.0 252.0

%

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

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester T T T T T T

57.0 13.20 13.40 13.60 13.80 14.00

0
83.0 m/z 97.05  63.35%

5000
111.0
o%%ﬂ‘ 139.0 1680  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Tetrapentacontane, 1,54-dib... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.23 4.12 ng 187699 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 58
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 58
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 58
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 58
Abundance Scan 1080 (14.231 min): BF092221.D (-1076) (-) m/z 57.05 100.00%
571.0
5000 I
IR SR SN UL B
14.00 14.20 14.40 14.60
O e ‘ ...2.07.9.2.5.‘.1.ﬁ...,....,....,....,....,....,....,....,....,....,....,. m/z 43.10 71.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57.0
5000 LRI UL LR BN R
14.00 14.20 14.40 14.60
m/z 71.10 62 .79%
Ofwwmmwmmow%%% 670.0 755.0 835.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 |
Abundance
43.0
1400 14.20 14.40 14,60
5000 m/z 55.00 46.63%
111.0
181.0250.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #152927: Trichloroacetic acid, hexadecy! ester R AR RRRES T
43.0 14.00 14.20 14.40 14.60
m/z 85.10 44 _30%
5000
1.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 14.00 14.20 14.40 14.60

8270-BF122116.M Fri Jan 13 14:10:50 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 9 2,6,10,14,18,22-Tetracosahe... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.92 ng 124491 Perylene-di12 15.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Saualene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 74
52

,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 1111 (14.585 min): BF092221.D (-1109) (-) m/z 69.10 100.00%
69.1
e ___/k_,_g~ﬂ\/XAMN_,M\x_,,,V
1211 1412 1440 14160 1450 15,00
61.1 203.2 ) y : - - :
o d g g A362L 2092 2841 | 75 81.00  53.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
5000 [Trrr[rrrrprrrrrrrorrrs
14.20 14.40 14.60 14.80 15.00
1210 m/z 41.10 21.90%
0 ZQO‘M |y | | 1610 2030 273.0 341.0 410.0
o B e B o 2 B e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
B e
14.20 14.40 14.60 14.80 15.00
5000 m/z 95.05 13.66%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
o B T e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R BARRE R a
69.0 14.20 14.40 14.60 14.80 15.00
m/z 121.10 11.23%
5000
29.0
123.0
L B 0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00

8270-BF122116.M Fri Jan 13 14:10:51 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.50 2.96 ng 126168 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 1191 (15.500 min): BF092221.D (-1188) (-) m/z 57.05 100.00%
57.0
85.1
5000
113.1 15.20 15.40 15.60 15.80
141.1 169.1
0 ...,....,l...J ..|s.,‘....l....,....,....,....,.1..9.7.2:.. el e m/Z 71.05  74.08%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
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 43.10 60.00%
o L 1410160 0197022502530 _296.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
'15.20 15.40 15.60 15.80
5000 m/z 85.10 56.75%
85.0
29.0
0 113.0141.0 169.0 282.0
B R L B LA AN LA LA LR LAY LA LA LR RARAS LA AR RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane e
57.0 15.20 15.40 15.60 15.80
m/z 55.05 25.02%
- 5 W
29.0 30
ol Ll S 14101690197022502530281 0309.0 338.0
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 15'20 15. 40 15. 60 15. 80 !

8270-BF122116.M Fri Jan 13 14:10:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Octacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.92 2.11 ng 89714 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonacosane 408 C29H60 000630-03-5 80

Abundance Scan 1228 (15.923 min): BF092221.D (-1225) (-) m/z 57.05 100.00%
57.0
99.1 UL SN SRR I
| 141.2 207.0 281.1 15.60 15.80 16.00 16.20
ob bbb b by 2 ey m/z 71.10  67.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane
57.0
5000 LRI BN SO UL UL
15.60 15.80 16. 00 16.20
99.0 m/z 43.10 51.58%
oLt L h h“h }410 }830 2250 2610 337.0 3940
m/z--> éo 150 200 250 300 350 460 '
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 46.60%
99.0
0 141.0 183. 0 225.0 267 0 309.0 351.0 393.0 436.0
m/z--> éo 160 1éo 200 250 360 3%0 460 '
Abundance #142113: Heptadecane, 9-octyl- L D DU DL SR
57.0 15.60 15.80 16.00 16.20
m/z 55.10 21.99%
- M
9.0
oL 1] J |, 1410 1830 2P0 2810 3230
m/z--> éo 160 1éo 260 250 300 3%0 460 ! 15%0 1580 1600 1650

8270-BF122116.M Fri Jan 13 14:10:57 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Dibenzo[def,mno]chrysene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.35 2.08 ng 88392 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 50
2 Benzolahilpervlene 276 C22H12 000191-24-2 50
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 46
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 35
5 Naphthalen-1-yl-(3-nitro-benzyli... 276 C17H12N202 200421-53-0 35

Abundance Scan 1265 (16.345 min): BF092221.D (-1261) (-) m/z 276.10 100.00%

276.1

5000

43.1

79.0 105.0 145.1

315.3 16.00 16.20 16.40 16.60
m/z 43.10 30.27%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104309: Dibenzo[def,mno]chrysene

5000

16.00 16.20 16.40 16.60
m/z 278.20  27.34%

| 170.0 201.0224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
276.0
B B e
16.00 16.20 16.40 16.60
5000 m/z 274.10 24 _47%
138.0
o 570 910 2220 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104304: Indeno[1,2,3-cd]pyrene R me e B
276.0 16.00 16.20 16.40 16.60
m/z 277.10 24.00%
5000
138.0
L0 110, | 22402480 |
e e e e e e R ER s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16. 20 16.40 16.60

8270-BF122116.M Fri Jan 13 14:10:57 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 unknownl6.45 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.45 4.66 ng 198413 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
2 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 38
3 2-Methvl-3-pvrrolidinvl-5-allvic... 205 C13H19NO 087527-32-0 35
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 35
5 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 25
Abundance Scan 1274 (16.448 min): BF092221.D (-1272) (-) m/z 204.15 100.00%
204.2
135.1
5000 269.2
301.2
291 " 16.20 16.40 16.60 16.80
01 m/z 135.10 73.73%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
410 91.0 133.0
5000 161.0 R S B B B
16,20 16.40 16.60 16.80
6710 m/z 121.05 60.19%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
W"”I'”'I”"P"W'”
108.0 16.20 16.40 16.60 16.80
5000 133.0 1610 m/z 81.00 48.93%
40 o,
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59478: 2-Methyl-3-pyrrolidinyl-5-allylcyclopent-2-en-1-one R AR RERE R S
135.0 16.20 16.40 16.60 16.80
05.0 m/z 133.05 43.98%
164.0
5000 410 (O°
108.0
01 s e I
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 14:10:58 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 16 9-Phenyl-5H-benzocycloheptene Concentration Rank 9

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

16.55 3.78 ng 161081 Perylene-di12 15.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Phenvl-5H-benzocvcloheptene 218 C17H14 138089-71-1 59

2 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 52

3 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 49

4 2H-Cyclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 49

5 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 47

Abundance Scan 1283 (16.551 min): BF092221.D (-1280) (-) m/z 218.20 100.00%
218.2

5000 /\
Y W A W
278.1 16.20 16.40 16.60 16.80
0 m/z 203.20 67.35%
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 I|IIIAI|FI\III|IIII/|\IIII|I
16.20 16.40 16.60 16.80
108.0 1410 189.0 m/z 58.10 30.25%
39.0 63.0 g7¢ * 165.0 7
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
16.20 16.40 16.60 16.80
5000 m/z 189.10 29.07%
189.0

270 630 1010 a0, 1650

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... T ,/.\.. TR
218.0 16.20 16.40 16.60 16.80

m/z 59.00 27 .26%

5000 176.0

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 14:10:58 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.59 6.79 ng 288918 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 Cl15H24 000473-13-2 58
2 2-lsopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 38
3 Thiophene. 2-ethvnvl-5-T(trimeth._.. 204 C11H12SSi 182323-29-1 38
4 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 30
5 2-Acetyl-3,7-dimethylbenzo(b)thi... 204 C12H120S 006179-06-2 30
Abundance Scan 1286 (16.586 min): BF092221.D (-1284) (-) m/z 189.15 100.00%
5000
231.2 w"'/\"w"'w"'w'
2811 425.4 16.20 16.40 16.60 16.80 17.00
ol S m/z 177.15 80.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...
189.0
93.0
41.0
5000 133.0
16.20 16.40 16.60 16.80 17.00
m/z 204.20 73.77%
o .|.{|....|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
133.0 16.20 16.40 16.60 16.80 17.00
50000 L., 910 m/z 95.10 50.73%
e L [ L (L L UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #58302: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]- R e e S
189.0 16.20 16.40 16.60 16.80 17.00
m/z 175.10 40.03%
5000
430 950 1350
OIII\‘\IwIAI-IthIILI ‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00

8270-BF122116.M Fri Jan 13 14:10:59 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 unknownl16.81 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.81 2.98 ng 126799 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6.6-Trimethyl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 46
2 p-(3-Methvl-5-0xo0-2-pvrazolin-1-... 218 C11H10N203 060875-16-3 22
3 1H-Pvrrolol3.4-clauinoline-1.3.4... 218 C11H10N203 181021-85-2 18
4 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 18
5 1-Hydroxypyrene 218 C16H100 005315-79-7 18
Abundance Scan 1306 (16.814 min): BF092221.D (-1302) (-) m/z 218.20 100.00%
218.2
107.0
5000 43.1 145.0 1891
|A“'|'“'|'“'|“"|“
||| | | 25?2 30?-3 3551 16.40 16.60 16.80 17.00 17.20
0 R e m/z 107.00 58.26%
m/z--> 50 100 150 200 250 300 350
Abundance #68224: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
41.0 107.0
5000 o LRI SRR BRI LR B
161.0 218.0 16.40 16.60 16.80 17.00 17.20
34.0 ‘ m/z 95.00 53.20%
o m\l‘whilm\“\‘i l\;‘\ I‘%‘g??“ : \I — ——— T
m/z--> 50 100 150 200 250 300 350
Abundance
218.0
o 1640 1660 16,80 1700 1720
5000 ‘ m/z 145.00 47 .59%
65.0
149.0
38.0 92.0 176.0
O
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance #67765: 1H-Pyrrolo[3,4-c]quinoline-1,3,4(2H,5H)-trione, 6,...
218.0 16.40 16.60 16.80 17.00 17.20
m/z 135.10 46 .99%
119.0
5000
147.0
440 770 ‘ 190.0
OIII!L\thlnx:u“:IILI.\I\IIH .‘L.‘l‘l ‘.l.“.‘J.‘JH.‘L.. ——— T e e ma
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00 17.20

8270-BF122116.M Fri Jan 13 14:11:00 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092221.D

Aca On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample : 11030-11

Misc :

ALS Vial : 18 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 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.65 2.92 ng 124189 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 64
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Tetratriacontane 479 C34H70 014167-59-0 64
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 1379 (17.648 min): BF092221.D (-1375) (-) m/z 57.05 100.00%
57.0
" 17.40 17.60 17.80 18.00
Oy m/z 71.10 69.71%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 LI I I BN B
17.40 17.60 17.80 18.00
m/z 43.10 53.19%
o L0 1690 20 59,0 3520
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
' 17.40 17.60 17.80 18.00
5000 m/z 85.05 47 .54%
113.0
o 169.0 253 0 309 0 379 o 477.0 533.0  618.0 JN
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane R R RmEEE R S
57.0 17.40 17.60 17.80 18.00
m/z 124.10 31.24%
5000
113.0
0 |, 169. 0‘2250 3110 4100
mz> 0 5'0 100 1&1;0 200 250 300 350 400 450 500 550 600 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092221.D

Acq On : 12 Jan 2017 21:37

Operator : UM/SJ

Sample - 11030-11

Misc :

ALS Vial : 18 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 39.3 ng 1799330 1 6.60 915003 20.0
unknown6 .37 6.37 80.1 ng 3665170 1 6.60 915003 20.0
Eicosane 10.55 2.6 ng 179976 4 11.11 1376720 20.0
n-Hexadecanoic acid 11.66 8.2 ng 560921 4 11.11 1376720 20.0
Tetradecanoic acid 12.44 2.5 ng 114147 5 13.73 911495 20.0
Heptafluorobutano... 13.60 9.9 ng 453284 5 13.73 911495 20.0
Tetrapentacontane... 14_.23 4.1 ng 187699 5 13.73 911495 20.0
2,6,10,14,18,22-T... 14.59 2.9 ng 124491 6 15.09 851340 20.0
Heneicosane 15.50 3.0 ng 126168 6 15.09 851340 20.0
Octacosane 15.92 2.1 ng 89714 6 15.09 851340 20.0
Dibenzo[def,mno]c... 16.35 2.1 ng 88392 6 15.09 851340 20.0
unknown16 .45 16.45 4.7 ng 198413 6 15.09 851340 20.0
9-Phenyl-5H-benzo... 16.55 3.8 ng 161081 6 15.09 851340 20.0
Naphthalene, 1,2,... 16.59 6.8 ng 288918 6 15.09 851340 20.0
unknownl16.81 16.81 3.0 ng 126799 6 15.09 851340 20.0
Heptadecane, 9-oc... 17.65 2.9 ng 124189 6 15.09 851340 20.0
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