LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 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-BF102317.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 5.022 496 499 520 rBV 214127 401180 14.84% 1.487%
2 5.422 563 567 596 rBY 1998358 2429670 89.88% 9.007%
3 6.446 736 741 753 rBVY 2082204 2510418 92.87% 9.307%
4 6.569 758 762 766 rBVY 2484337 2472543 91.47% 9.166%
5 6.793 797 800 806 rBV 657934 554060 20.50% 2.054%
6 6.951 823 827 835 rVB 2154288 1928414 71.34% 7.149%
7 7.057 839 845 848 rVB4 23416 30667 1.13% 0.114%
8 7.369 893 898 901 rBVY 1557839 1514709 56.04% 5.615%
9 7.416 903 906 911 rVB6 26574 51447 1.90% 0.191%
10 7.487 911 918 921 rBV3 18358 35612 1.32% 0.132%
11 7.563 928 931 933 rBV 34576 29494 1.09% 0.109%
12 7.704 953 955 958 rVB2 42468 29666 1.10% 0.110%
13 7.822 970 975 977 rBv4 18675 29053 1.07% 0.108%
14 7.887 982 986 991 rBV6 22921 36132 1.34% 0.134%
15 7.940 992 995 998 rvv2 28191 28502 1.05% 0.106%
16 8.022 1003 1009 1011 rvv4 22608 46449 1.72% 0.172%

17 8.075 1015 1018 1023 rVVv 886062 814751 30.14% 3.021%
18 8.122 1023 1026 1029 rVB 138330 139255 5.15% 0.516%

19 8.151 1029 1031 1039 rVB6 42256 78978 2.92% 0.293%
20 8.222 1039 1043 1045 rBV3 25532 37463 1.39% 0.139%
21 8.269 1048 1051 1053 rvB2 58045 50282 1.86% 0.186%
22 8.357 1062 1066 1070 rvVvB2 71281 75935 2.81% 0.282%
23 8.451 1079 1082 1084 rBV3 32010 33980 1.26% 0.126%
24 8.487 1084 1088 1090 rBV 198585 160280 5.93% 0.594%
25 8.528 1093 1095 1099 rvB4 36412 39322 1.45% 0.146%
26 8.575 1100 1103 1105 rBV2 49108 41675 1.54% 0.155%
27 8.604 1105 1108 1111 rBV3 45257 51656 1.91% 0.192%
28 8.639 1111 1114 1116 rBV 92859 90166 3.34% 0.334%
29 8.704 1121 1125 1126 rVV3 54104 82576 3.05% 0.306%
30 8.751 1130 1133 1137 rVB3 79655 111008 4._.11% 0.412%
31 8.845 1146 1149 1152 rBV3 33195 47685 1.76% 0.177%
32 8.898 1155 1158 1160 rVvVv 61247 52714 1.95% 0.195%
33 8.945 1163 1166 1169 rBV5 35563 40709 1.51% 0.151%
34 8.975 1169 1171 1175 rVB2 60696 57056 2.11% 0.212%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 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-BF102317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.016 1176 1178 1181 rBV3 35326 41421 1.53% 0.154%

36 9.092 1188 1191 1193 rBV 257558 227056 8.40% 0.842%
37 9.157 1196 1202 1205 rBV 2826419 2703146 100.00% 10.021%
38 9.228 1210 1214 1218 rVvV3 109230 164901 6.10% 0.611%

39 9.269 1218 1221 1223 rVV3 61844 75190 2.78% 0.279%
40 9.304 1225 1227 1229 rVB3 70037 59106 2.19% 0.219%
41 9.422 1244 1247 1251 rBV6 39519 52735 1.95% 0.196%

42 9.551 1263 1269 1272 rBV2 642429 766951 28.37% 2.843%
43 9.692 1290 1293 1296 rBV2 90209 104944 3.88% 0.389%

44 9.734 1298 1300 1304 rVB4 104411 97554 3.61% 0.362%
45 9.792 1308 1310 1311 rBV2 43517 34811 1.29% 0.129%
46 9.839 1314 1318 1321 rVB 868355 745725 27 .59% 2.765%
47 9.934 1331 1334 1339 rBv4 59714 71343 2.64% 0.264%
48 10.016 1345 1348 1350 rBV2 69062 55178 2.04% 0.205%

49 10.081 1356 1359 1362 rBV3 130747 137796 5.10% 0.511%
50 10.157 1368 1372 1375 rBv4 76580 123207 4_56% 0.457%

51 10.198 1375 1379 1382 rVv4 89028 124162 4_.59% 0.460%
52 10.233 1383 1385 1389 rVV3 80379 114169 4.22% 0.423%
53 10.286 1392 1394 1396 rVVv2 71094 75257 2.78% 0.279%
54 10.310 1396 1398 1404 rVB6 50821 94676 3.50% 0.351%
55 10.475 1421 1426 1432 rVB 321103 374432 13.85% 1.388%

56 10.557 1437 1440 1443 rVB 322450 283404 10.48% 1.051%
57 10.639 1450 1454 1457 rBV 1378630 1405159 51.98% 5.209%
58 10.745 1468 1472 1479 rVB 584064 625601 23.14% 2.319%
59 10.828 1483 1486 1488 rVB 37374 37716 1.40% 0.140%
60 11.075 1526 1528 1529 rBV2 40446 29000 1.07% 0.108%

61 11.210 1547 1551 1553 rBV 322808 318394 11.78% 1.180%
62 11.333 1568 1572 1576 rBV 855013 752264 27.83% 2.789%

63 11.445 1589 1591 1596 rVB4 51948 48731 1.80% 0.181%
64 11.557 1608 1610 1613 rBV2 98470 86527 3.20% 0.321%
65 12.386 1748 1751 1755 rVB3 27743 29505 1.09% 0.109%
66 12.504 1769 1771 1776 rVB5 35085 37786 1.40% 0.140%
67 12.722 1806 1808 1814 rVB7 28117 37219 1.38% 0.138%
68 12.792 1817 1820 1824 rVB3 26953 35073 1.30% 0.130%

69 12.922 1837 1842 1845 rVB 1899172 1872865 69.28% 6.943%
70 13.986 2019 2023 2032 rVB 512860 491258 18.17% 1.821%

71 15.457 2269 2273 2284 rVB 388752 506172 18.73% 1.877%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26973941
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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\BF102717\

BF099900.D

28 Oct 2017 2:54

SJ/Ju

16029-13

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 14.48 ng 401180 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF099900.D (-496) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

| 83.0 | 460 480 500 520 540
0"'I""I'"'I""Illl:"I"'!"i""I'"'I""'I"'II""I""I""I""|""| m/z 59.10 64 _.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20 5.40

59.0 m/z 101.00 22.97%
101.0
20 ‘ 700 830 "]
N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
T BRaar B
460 4.80 5.00 520 5.40
5000 41.0 m/z 58.00 16.50%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T

43.0 460 480 500 520 5.40
m/z 41.10 8.95%

5000
101.0
150 310 | 80490 gs0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 89.25 ng 2472540 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF099900.D (-758) (-) m/z 132.00 100.00%
132.0
5000 681
01 500 || g0 "% im0 520 6k 6o 6k 7bo
o TR O 1 O -1 B £ I | N m/z 68.10 36.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR AR AR SRR
620 640 6.60 6.80 7.00
2.0 510 m/z 134.00 33.07%
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
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.87%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L LI L L L DL B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.95%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octane, 2,3,6-trimethyl- Concentration Rank 10

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

8.49 3.93 ng 160280 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 83
2 Decane. 5-propvl- 184 C13H28 017312-62-8 72
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
4 Oxalic acid. butvl 2-ethvlhexvl ... 258 C14H2604 1000309-38-6 72
5 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1000309-38-5 64

Abundance Scan 1089 (8.492 min): BF099900.D (-1084) (-) m/z 57.05 100.00%
51.0 711
5000 43.1
85.1 820 840 860 880
9.0 133.1
o .,....,..LIJ.,....,....1,6.5.1..,... m/z 71.10 83.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28447: Octane, 2,3,6-trimethyl-
57.0
430 >0 110
5000 IR AR R
8.20 8.40 8.60 8.80
29.0 m/z 43.10 46.91%
o ﬂ ‘L L 8509030070 i5g0
m/z--> 20 40 80 80 100 120 140 160 180
Abundance
57.0
71.0
43.0 U L R R
8.20 8.40 8.60 8.80
m/z 41.10 20.53%
5000 850 o
29.0
112.0
e 5401840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19181: Octane, 2,6-dimethyl-  EAmEmE RS
57.0 8.20 8.40 8.60 8.80
m/z 56.05 19.78%
43.0 71.0
5000
29.0 113.0
o mo‘\w‘ L] %900 | 12701420
m/z--> 20 40 6|O 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 20

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

8.64 2.21 ng 90166 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 64
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 53
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 17
4 Propane. 1.2-dimethoxv- 104 C5H1202 007778-85-0 17
5 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 12

Abundance Scan 1114 (8.639 min): BF099900.D (-1111) (-) m/z 59.05 100.00%
59.0
5000
770 105.0
@0 or0 | 1011811471 1761 840 850 680 900
o} NS N N O 2 0 Mot i 25 m/z 105.00 32.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 A’4\ﬂ°¢f¥AﬂﬁAﬁ----u- AN A
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 27 .30%
0 200 | | | M 91.0 M 121.0  149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 880 9.00
5000 m/z 106.00 19.32%
75.0 105.0
43.0
o 121.0 1490 165.0 180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15106: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 8.40 8.60 8.80 9.00
m/z 51.00 12.71%
5000
310 45.0 103.0
ol 180 M‘ ). 75.0 89.0 117.0 134.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 6 unknown8.75 Concentration Rank 16

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

8.75 2.72 ng 111008 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 43
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 43
3 Undecane 156 C11H24 001120-21-4 43
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 43
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 43

Abundance Scan 1133 (8.751 min): BF099900.D (-1130) (-) m/z 57.10 100.00%
57.1
5000
Sad 159.1 USRS S S SR
120.1 8.40 8.60 8.80 9.00
o} m/z 71.10 51.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 SRR AR RN AR
8.40 8.60 8.80 9.00
m/z 43.05 47 .66%
o “ L . 1{?0‘14}0 1830 2110 239.0 2670 2960
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
840 8.60 8.80 9.00
5000 m/z 55.10 32.42%
85.0
. 1130 1410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28421: Undecane B B B
57.0 8.40 8.60 8.80 9.00
m/z 41.10 28.95%
5000
85.0
29.0
0 I w‘ | J‘ 1130  156.0
iz 20 40 65 B 150 130 150 150 150 260 23 240 2% 4D 300 840 860 880 9.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF102717\
BF099900.D

28 Oct 2017 2:54

SJ/JU

16029-13

16 Sample Multiplier: 1

d

TIC Library = C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2,7,10-trimethyl- Concentration Rank 8

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

9.09 6.09 ng 227056 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 86
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 78
4 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 59
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 59

Abundance Scan 1191 (9.092 min): BF099900.D (-1188) (-) m/z 57.10 100.00%
5000
41 L
159.1 8.80 9.00 9.20 9.40
o 430 10 1972 m/z 71.10 91.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 IR R SR
a1lo 8.80 9.00 9.20 9.40
85.0 m/z 43.10 47 . 47%
o 26,0 “ I ‘ 130 14101560 1830
m/z--> 20 40 60 éo 160 120 140 160 180 200
Abundance
57.0
880 9.00 9.20 9.40
5000 m/z 85.05 37.52%
41.0
85.0
oL 260 11301550 1550 1830 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0 8.80 9.00 9.20 9.40
m/z 41.10 27 .86%
5000
41)0
85.0
oL 260 ‘ IR w 130 1410 1600  197.0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF102317.M Mon Oct 30 11:46:24 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown9.23 Concentration Rank 9

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

9.23 4.42 ng 164901 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvl-1-octanol 214 C14H300 019780-79-1 46
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 41
3 1-Pentadecene 210 C15H30 013360-61-7 38
4 Cvclopentadecane 210 C15H30 000295-48-7 38
5 1-Dodecene 168 C12H24 000112-41-4 30

Abundance Scan 1214 (9.228 min): BF099900.D (-1210) (-) m/z 57.10 100.00%
57.1
5000 193.2
7.1
37.1 SRR SRR S
8.80 9.00 9.20 9.40 9.60
0 m/z 41.10 62.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72868: 2-Hexyl-1-octano
57.0
5000 SRR SRS RN R

8.80 9.00 9.20 9.40 9.60
m/z 71.10 62 .37%

d% $¥390 196.0

|

ol Lt e
m/z--> 50 150 200 250 300 350 400 450
Abundance
57.0
R R S
97.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 55.10 60.51%
139.0
0 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69580: 1-Pentadecene I REEmE B T
41.0 8.80 9.00 9.20 9.40 9.60
)
83.0 m/z 43.10 58.00%
5000
‘ 3[25 0 168.0 210 0
ol AL T s atheat it Attt
m/z--> 50 100 150 200 250 300 350 400 450 8.80 9.00 9.20 9.40 9.60

8270-BF102317.M Mon Oct 30 11:46:25 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown9.69 Concentration Rank 15

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

9.69 2.81 ng 104944 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 38
2 1-Hexadecanol 242 C16H340 036653-82-4 30
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 30
4 Cvclooctane. methvl- 126 C9H18 001502-38-1 30
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30

Abundance Scan 1293 (9.692 min): BF099900.D (-1290) (-) m/z 69.10 100.00%
1

5000

9.40 9.60 9.80 10.00
m/z 55.05 85.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81249: 7-Hexadecene, (2)-
55.0

5000 LA L L L L L LB
9.40 9.60 9.80 10.00
29.0 111.0 m/z 57.10 74 .51%
0 \‘ il 140.0 167.0 1960 2240
R Ran
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
83.0 Blakamia A A
9.40 9.60 9.80 10.00
5000 m/z 43.05 71.64%
31.0 111.0

139.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #191698: Bromoacetic acid, hexadecy! ester i e
43.0 9.40 9.60 9.80 10.00
69.0 m/z 83.10 67.28%
5000
0 “ UL 153.0 196.0 222.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9. 80 10 00

8270-BF102317.M Mon Oct 30 11:46:25 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown9.73 Concentration Rank 17

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

9.73 2.62 ng 97554 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C1l6H32 062376-17-4 46
2 photocitral B 152 C10H160 006040-45-5 41
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 30
4 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 30
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 27

Abundance Scan 1299 (9.728 min): BF099900.D (-1298) (-) m/z 83.10 100.00%
83.1
55.0
5000 123.1 193.2
106/0 1571 N
139. 9.40 9.60 9.80 10.00
o} m/z 81.00 69 .59%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
e0.0 70
5000 410 L L I UL I
153.0 9.40 9.60 9.80 10.00
m/z 55.05 63.18%
0 “"‘I" \‘ ‘\‘ ‘\“ .‘:‘,..‘l.llz.qc.).l..l‘.,...1.81.9..,....2|2‘.1.0.
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81.0 123.0
41.0 U SR U
9.40 9.60 9.80 10.00
5000 m/z 41.10 61.11%
152.0
L S S U S B L I B R B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25370: Blcyclo[3 1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a.. e
58.0 .0 9.40 9.60 9.80 10.00
m/z 67.00 58.40%
5000
3900 ‘ 110.0 152.0
0 |.H..‘i“..‘.“llu“l‘..“l“l..lluu“‘.. .EL?S.'O..l.l.... R R R AR na e
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF102317.M Mon Oct 30 11:46:26 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.08 3.70 ng 137796 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 78
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 78
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 78
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 55
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 55

Abundance Scan 1359 (10.081 min): BF099900.D (- 1356) ) m/z 170.10 100.00%

711 70.1

5000

9.80 10.00 10.20 10.40
197.2
o 22022162 1 71 10 87.00%

0!
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170.0
5000 LA L L L L L LB
9. 80 10. OO 10. 20 10 40
153.0 m/z 57.10 86.75%
oL 270 510 760 1000 1280 T |
L B o o o B e o o e R o B e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
170.0
R R e EREREEEREE
9.80 10.00 10.20 10.40
5000 m/z 155.05 86.09%
153.0
oL 270 510 760 1020 1280
L LA e o o B e IRALEL I I o S e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0 9.80 10.00 10.20 10.40
m/z 43.10 62.51%
5000
128.0
630 ‘
b 00, S0 01020 | |y Ml ateo |
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9. 80 10. OO 10. 20 10 40

8270-BF102317.M Mon Oct 30 11:46:27 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 12 Naphthalene, 1,6,7-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.16 3.30 ng 123207 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 93
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 92
3 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 83
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 83
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 78
Abundance Scan 1373 (10.163 min): BF099900.D (-1368) (-) m/z 123.10 100.00%
128.1 17p.1 193.2
95.1 145.1
5000 411 69.1
2222 9.80 10.00 1020 1040
of m/z 170.10 98.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170.0
5000
9.80 10.00 10.20 10.40
153.0 m/z 193.15 92.18%
oL 270 510 760 1000 1280 | |
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
170.0
9.80 10.00 1020 1040
5000 m/z 159.10 92.15%
153.0
128.0
oL 270 510 76.0 1020
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38363: 4,6,8-Trimethylazulene R RAREE TS L
170.0 9.80 10.00 10.20 10.40
m/z 155.10 73.71%
5000
153.0
n50
oL 310 510 780 o9 - ‘M ~
m/z--> 20 40 60 80 100 150 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF102317.M Mon Oct 30 11:46:27 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.20 3.33 ng 124162 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 25
2 Decvl isobutvl carbonate 258 C15H3003 959226-07-4 14
3 Heptacosane 380 C27H56 000593-49-7 11
4 2-methvloctacosane 408 C29H60 1000376-72-8 10
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 10
Abundance Scan 1379 (10.198 min): BF099900.D (-1375) (-) m/z 57.10 100.00%
57.1
105.1
5000
193.2 AN ) s
157.1 9.80 10.00 10.20 10.40 10.60
0-r—r—rttph; m/z 105.10 69.17%
m/z--> 50 100 150 200 250 300 350
Abundance #48833: Tridecane
57.0
5000 RN
9. 80 10 00 10. 20 10.40 10.60
27.0 m/z 43.10 49 .45Y%
‘ || 990 1410 1840
0:|‘|‘|‘|‘|‘|‘|“‘|H||H|‘||||||| — e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 71.10 36.60%
27.0 90 1400
ol— bl e
m/z--> 55 160 150 200 250 300 3éo
Abundance #202661: Heptacosane I B Raammae e
57.0 9.80 10.00 10.20 10.40 10.60
m/z 106.00 29.18%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo 980 1000 1020 1040 1060

8270-BF102317.M Mon Oct 30 11:46:28 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3-Fluorobenzoic acid, 2-tri... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.23 3.06 ng 114169 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 2-tridecvl... 322 C20H31F02 1000280-60-2 27
2 4-Fluorobenzoic acid. 4-tridecvl... 322 C20H31F02 1000280-68-0 27
3 4-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-68-4 27
4 4-Fluoro-N-(1H-tetrazol-5-vI)ben... 207 C8H6FN50 1000306-76-6 22
5 4-Fluorobenzoic acid, 2-methylpr... 196 C11H13FO02 029240-31-1 22
Abundance Scan 1384 (10.228 min): BF099900.D (-1383) (-) m/z 123.10 100.00%
69.1 128.1
43.1
5000 1701
97.0 154.1 207.2 T
189 10.00 10.20 10.40 10.60
o} : m/z 69.10 83.23%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #162933: 3-Fluorobenzoic acid, 2-tridecyl ester
128.0
5000 43.0 R BRI U BN SUR
o0 950 10.00 10.20 10.40 10.60
. . 0
7.0 ‘ ‘ 141.0 182.0 m/z 71.10 68.91%
0 Ilﬂl |‘|‘l Iulw\lwl I\l“l\l |“‘l‘| : l“luu‘l - l“: : "l e ERmm II?‘?Q'PI T
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
10,00 10,20 10.40 10.60
5000 m/z 55.10 59.67%
41.0 95.0
69.0 141.0 182.0
0|"'w""w"'|“"|'“'|"“|"'w""w'}?gp“'l"'
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #184117: 4-Fluorobenzoic acid, 3-pentadecyl ester R e R B,
128.0 10.00 10.20 10.40 10.60
m/z 57.10 59.18%
5000 41.0
95.0
69.0 141.0
0 R |....|....|....|...1.8|1.'0...|2.1.0..(.)|2?7.'p. L B R B o S M
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60

8270-BF102317.M Mon Oct 30 11:46:29 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl10.31 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.31 2.54 ng 94676 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 38
2 3a.7a-Epoxv-1H-inden-4(5H)-one. ... 152 C9H1202 039746-31-1 35
3 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 35
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 35
5 Cyclohexane, 1l-methyl-3-pentyl- 168 C12H24 054411-02-8 35
Abundance Scan 1398 (10.310 min): BF099900.D (-1396) (-) m/z 97.10 100.00%
97.1
55.1
5000
10.00 10.20 10.40 10.60
o} m/z 55.10 75.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11604: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 UL AR SRR
10.00 10.20 10.40 10.60
27.0 m/z 83.10 32.43%
O Y T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97.0
10.00 10.20 10.40 10.60
5000 m/z 105.00 30.78%
270 559
9.0 124.0 152.0
e R S S UL B A S RS SRS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)- e
58.0 97.0 10.00 10.20 10.40 10.60
m/z 182.10 28.07%
5000
oL 20 | 720, | 1220
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 10.00 10.20 10,40 10.60

8270-BF102317.M Mon Oct 30 11:46:29 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 16 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.47 10.04 ng 374432 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Heptacosane 380 C27H56 000593-49-7 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tridecane 184 C13H28 000629-50-5 81
Abundance Scan 1425 (10.469 min): BF099900.D (-1421) (-) m/z 57.10 100.00%
57.1
>0 JLAN,A,Ja_N\AﬁJ~¢~J\WVAAA
1 85.1
SRR SRR BN SUNE
113.1 169.1 10.20 10.40 10.60 10.80
141.1
0..J-,.|.." beplon a9t o m/z 71.10 51.74%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
710/ 1120
5000 LR DU BN BN SUM
mmmmmmmm
m/z 43.10 42 .25%
. M50 1900 250 a1p03a20
m/z--> 55 100 150 260 2éo 360 3éo
Abundance
57.0
110.20 10.40 10.60 10.80
5000 m/z 85.10 28.30%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #129492: Eicosane L
57.0 10.20 10.40 10.60 10.80
m/z 41.05 22.71%
5000
85.0
29.0
o ‘ | | [130141.0169.0197.0225.0253.0282.0
m/z--> @ @ @ @ ﬁ @ mmmmmmmm

8270-BF102317.M Mon Oct 30 11:46:30 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 7.60 ng 283404 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 43
3 2-Benzovloxvacetophenone 240 C15H1203 004010-33-7 43
N-I2.2-Dichloro-1-(toluene-4-sul... 371 C16H15CI2NO3S 136800-77-6 43
5 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
Abundance Scan 1441 (10.563 min): BF099900.D (-1437) (-) m/z 105.00 100.00%
105.0
182.1
5000 77.0
510 10.20 10.40 10.60 10.80
152.0 : : : :
O et e BANSZO Y 2021 2822 1 65107 59 08%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000
10.20 10.40 10.60 10.80
51.0 m/z 77.00 47 .71%
0 ‘ . 126.0 1520 H
m/z--> 0 20 40 60 86 100 120 140 1éo 180 200 220 240
Abundance
105.0
770 10.20 10.40 10.60 10.80
5000 m/z 51.00 15.47%
51.0
0 28.0 134.0 165 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93998: 2-Benzoyloxyacetophenone R e e RN
105.0 10.20 10.40 10.60 10.80
m/z 183.10 7.51%
5000 77.0
51.0
ol4.0 270 ‘ 139.0 2120 2490
m/z--> 0 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 10.20 10.40 10.60 10.80

8270-BF102317.M Mon Oct 30 11:46:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tridecane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.75 16.63 ng 625601 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 1473 (10.751 min): BF099900.D (-1468) (-) m/z 57.10 100.00%
571.1
5000
85.1
J U ] 10140 1050 1080 1100
41.1 ) . ) .
o..~.J.u.u-,1.ﬁz,d.li.n?2??.,.. | | m/z 71.10  88.84%
m/z--> 50 100 150 200 250 300 350
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 IUAUNSSUNA R SRR
10.40 10.60 10.80 11.00
850 m/z 43.10 43.32%
113.0
N .“- ! ‘ 4o 1839 260
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 34.14%
85.0
29.0 130 4es0.000
O o e T s e e R I e et
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R AR
57.0 10.40 10.60 10.80 11.00
m/z 184.10 20.57%
5000
85.0
o 290‘ | | | A13:0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 19 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.21 8.46 ng 318394 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 1551 (11.210 min): BF099900.D (-1547) (-) m/z 57.10 100.00%
57.1
LRI PRI AL BN BN
41 1 183 2 10.80 11.00 11.20 11.40 11.60
0...]‘, o '] ‘l fl : Are2s62 m/z 71.10 85.91%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

a1
~l
o

5000 85.0 R et
1080 11,00 11.20 11.40 11.60

m/z 85.10 49_76%

29.0 13.
R ‘h L ﬂ ‘141 0169 0197.0225.0253.0 295.0323.0  367.0
] e
m/z--> 50 150 200 250 300 350
Abundance
57.0
=
10.80 11.00 11.20 11.40 11.60
5000 m/z 43.10 42.70%
85.0
2.0 113.0141.0
o -0169.0197.0225.0253.0281.0309.0338.0
T T T T T e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane R mam A
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.05 19.92%
85.0
5000
29.0
¥ } f13°1410 197.0
ob——5 T e B e e
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099900.D

Aca On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample : 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 20 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.30 ng 86527 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 62
2 Heneicosane 296 C21H44 000629-94-7 58
3 Hexacosane 366 C26H54 000630-01-3 58
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 58
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 52
Abundance Scan 1611 (11.563 min): BF099900.D (-1608) (-) m/z 71.10 100.00%
71.1
5000 1051 vaJ\AJVNWNJ\A\/kA-~J~J¥A—‘
411 119.1 e e e
l “ 165-“ 295 2 11.20 11.40 11.60 11.80
ol .|||.h||l|l|||:J.Iu.lll|n.|||.Ll.IJnf | Ill.|||' e — m/z 57.10 91 .99Y%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LN S B S L B
umumumum
99.0 m/z 43.10 62.59%
oL 210 ‘ h i \\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 2éo 360 3éo '
Abundance
57.0
11120 11.40 1160 11.80
5000 m/z 85.10 55.60%
99.0
27,0 141.0 183 0 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #194494: Hexacosane LI LA LB L B LB N B
57.0 11.20 11.40 11.60 11.80
m/z 195.10 36.78%
5000
.0
27,0) J‘ I x\ || 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 360 3éo ' 1150 1140 1160 1180 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102717\
Data File : BF099900.D

Acq On : 28 Oct 2017 2:54

Operator : SJ/JU

Sample - 16029-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 14.5 ng 401180 1 6.79 554060 20.0
unknown6 .57 6.57 89.3 ng 2472540 1 6.79 554060 20.0
Octane, 2,3,6-tri... 8.49 3.9 ng 160280 2 8.07 814751 20.0
2-Hydroxy-iso-but. .. 8.64 2.2 ng 90166 2 8.07 814751 20.0
unknown8.75 8.75 2.7 ng 111008 2 8.07 814751 20.0
Dodecane, 2,7,10-... 9.09 6.1 ng 227056 3 9.84 745725 20.0
unknown9.23 9.23 4.4 ng 164901 3 9.84 745725 20.0
unknown9 .69 9.69 2.8 ng 104944 3 9.84 745725 20.0
unknown9.73 9.73 2.6 ng 97554 3 9.84 745725 20.0
Naphthalene, 2,3,... 10.08 3.7 ng 137796 3 9.84 745725 20.0
Naphthalene, 1,6,... 10.16 3.3 ng 123207 3 9.84 745725 20.0
Tridecane 10.20 3.3 ng 124162 3 9.84 745725 20.0
3-Fluorobenzoic a... 10.23 3.1 ng 114169 3 9.84 745725 20.0
unknown10.31 10.31 2.5 ng 94676 3 9.84 745725 20.0
Bacchotricuneatin c 10.47 10.0 ng 374432 3 9.84 745725 20.0
Benzophenone 10.56 7.6 ng 283404 3 9.84 745725 20.0
Tridecane, 5-propyl- 10.75 16.6 ng 625601 4 11.33 752264 20.0
Hexacosane 11.21 8.5 ng 318394 4 11.33 752264 20.0
Octacosane 11.56 2.3 ng 86527 4 11.33 752264 20.0
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