LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 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-BF071317.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

5.198 542 546 553 rBV 1190155 1129669 37.76% 1.922%
5.604 609 615 620 rBV3 66659 113229 3.78% 0.193%
rBv3 103269 145584 4._.87% 0.248%
6.128 700 704 714 rVB 218473 290959 9.73% 0.495%
6.240 720 723 727 rVV 968256 890685 29.77% 1.515%
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6.369 738 745 748 rBV 2510976 2393417 80.00% 4.071%
6.598 778 784 788 rvV 774067 778768 26.03% 1.325%
rBv4 100161 175830 5.88% 0.299%
6.757 804 811 816 rVV 2113645 2279753 76.20% 3.878%
6.875 828 831 837 rvB3 158819 218863 7.32% 0.372%
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11 6.998 848 852 854 rBvV2 224330 200922 6.72% 0.342%
12 7.028 854 857 860 rBvV2 91599 106630 3.56% 0.181%
13 7.163 870 880 883 rBV 1652490 1864273 62.31% 3.171%
14 7.216 883 889 891 rvB3 117074 197793 6.61% 0.336%
15 7.251 891 895 899 rBV5 195239 324890 10.86% 0.553%

16 7.292 899 902 906 rBv2 162095 213443 7.13% 0.363%
17 7.322 906 907 911 rVvB2 118266 100754 3.37% 0.171%
18 7.363 911 914 915 rBVv3 152281 153901 5.14% 0.262%
19 7.375 915 916 919 rVvB2 184371 126578 4.23% 0.215%
20 7.410 919 922 926 rVB3 307471 360979 12.07% 0.614%

21 7.451 926 929 931 rBV 181773 181942 6.08% 0.309%
22 7.504 935 938 939 rBv2 107523 108628 3.63% 0.185%
23 7.528 939 942 948 rVB5 275701 483717 16.17% 0.823%
24 7.575 948 950 952 rBv3 133051 123073 4._.11% 0.209%
25 7.651 961 963 969 rvB4 128860 186791 6.24% 0.318%

26 7.722 972 975 978 rVB 190379 214904 7.18% 0.366%
27 7.757 978 981 983 rBV3 96997 117734 3.94% 0.200%
28 7.786 983 986 990 rVB3 197464 215844 7.21% 0.367%
29 7.828 990 993 996 rBv4 119499 140893 4.71% 0.240%
30 7.881 998 1002 1005 rBV 1178440 1117374 37.35% 1.901%

31 7.910 1005 1007 1009 rBV2 196339 185239 6.19% 0.315%
32 7.934 1009 1011 1014 rVB 413276 351342 11.74% 0.598%
33 7.969 1014 1017 1019 rVB 436882 316724 10.59% 0.539%
34 8.016 1023 1025 1028 rVB2 269491 269717 9.02% 0.459%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.063 1028 1033 1035 rBVv3 293188 439240 14.68% 0.747%

36 8.098 1037 1039 1043 rvB2 328377 282297 9.44% 0.480%
37 8.181 1049 1053 1057 rvB4 353835 481750 16.10% 0.819%
38 8.222 1057 1060 1062 rBV 214173 235815 7.88% 0.401%
39 8.251 1062 1065 1066 rBV3 106805 122458 4_.09% 0.208%
40 8.328 1074 1078 1082 rBV2 1212728 1555490 51.99% 2.646%

41 8.439 1092 1097 1101 rBV3 332525 554457 18.53% 0.943%
42 8.492 1103 1106 1111 rBV6 215848 440981 14.74% 0.750%
43 8.581 1118 1121 1125 rVB4 662630 925428 30.93% 1.574%
44 8.633 1125 1130 1133 rBv4 302375 514834 17.21% 0.876%
45 8.692 1137 1140 1144 rVvv4 511502 720925 24.10% 1.226%

46 8.733 1144 1147 1150 rVB3 200436 226621 7.57% 0.385%
47 8.804 1157 1159 1162 rVB3 213323 185273 6.19% 0.315%
48 8.881 1168 1172 1174 rVB4 267639 351449 11.75% 0.598%
49 8.928 1174 1180 1182 rBV 1544352 1716738 57.38% 2.920%
50 8.963 1182 1186 1189 rVB 2528549 2522293 84.31% 4._.290%

51 9.057 1197 1202 1206 rBV5 461172 968326 32.37% 1.647%
52 9.104 1208 1210 1214 rVvV2 512176 638949 21.36% 1.087%
53 9.169 1218 1221 1225 rVB3 491200 536171 17.92% 0.912%
54 9.222 1225 1230 1232 rBV3 375130 607767 20.31% 1.034%
55 9.298 1240 1243 1245 rBV2 286362 242738 8.11% 0.413%

56 9.351 1249 1252 1254 rVvV2 365503 294426 9.84% 0.501%
57 9.380 1254 1257 1259 rBV 1764512 1417023 47.36% 2.410%
58 9.410 1259 1262 1264 rBV2 451337 388926 13.00% 0.662%
59 9.486 1273 1275 1277 rBV3 262680 266245 8.90% 0.453%
60 9.551 1284 1286 1289 rVB2 605151 555566 18.57% 0.945%

61 9.586 1289 1292 1295 rBV2 352844 362767 12.13% 0.617%
62 9.633 1295 1300 1303 rBV3 1221843 1555674 52.00% 2.646%
63 9.910 1344 1347 1350 rBV3 749807 666498 22.28% 1.134%
64 9.957 1351 1355 1361 rVB 1052033 1376997 46.03% 2.342%
65 10.033 1361 1368 1371 rBV5 709802 1476280 49.34% 2.511%

66 10.175 1389 1392 1395 rVB2 601889 498017 16.65% 0.847%
67 10.204 1395 1397 1399 rBV2 255683 250246 8.36% 0.426%
68 10.245 1401 1404 1406 rVB2 615156 535639 17.90% 0.911%
69 10.310 1410 1415 1417 rVB2 1353184 1571941 52.54% 2.674%
70 10.339 1417 1420 1421 rBV2 272281 259892 8.69% 0.442%

71 10.422 1430 1434 1438 rVB5 1337613 1708988 57.12% 2.907%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.463 1438 1441 1443 rVVv3 374833 390667 13.06% 0.665%
73 10.527 1447 1452 1454 rBv4 216818 447081 14.94% 0.760%
74 10.575 1454 1460 1464 rVV 2442308 2991808 100.00% 5.089%
75 10.622 1466 1468 1470 rVvV 539745 428721 14.33% 0.729%

76 10.645 1470 1472 1477 rVB3 234980 260011 8.69% 0.442%
77 10.757 1488 1491 1493 rBV2 649689 662722 22.15% 1.127%
78 10.780 1493 1495 1498 rVB2 325637 256882 8.59% 0.437%
79 10.969 1525 1527 1530 rVB3 223798 201553 6.74% 0.343%
80 11.004 1531 1533 1535 rVVv2 330885 340677 11.39% 0.580%

81 11.033 1535 1538 1544 rVB 1312220 1414412 47.28% 2.406%
82 11.080 1544 1546 1548 rBV3 147060 170369 5.69% 0.290%
83 11.110 1548 1551 1554 rVB 852218 693312 23.17% 1.179%
84 11.139 1554 1556 1559 rBv4 177013 198540 6.64% 0.338%
85 11.227 1568 1571 1574 rBV3 180522 271733 9.08% 0.462%

86 11.374 1594 1596 1602 rVB2 339242 400257 13.38% 0.681%
87 11.439 1602 1607 1610 rVV3 375556 528108 17.65% 0.898%
88 11.469 1610 1612 1617 rVV4 253153 290031 9.69% 0.493%
89 11.516 1617 1620 1627 rVB3 224573 363814 12.16% 0.619%
90 11.610 1633 1636 1639 rBV3 170325 219243 7.33% 0.373%

91 11.739 1656 1658 1661 rVB 197933 152993 5.11% 0.260%
92 11.839 1671 1675 1678 rBV2 144246 189718 6.34% 0.323%
93 12.027 1705 1707 1709 rBV3 110674 116083 3.88% 0.197%
94 12.080 1714 1716 1718 rVV2 92618 117480 3.93% 0.200%
95 12.104 1718 1720 1725 rVV2 188446 182627 6.10% 0.311%

96 12.157 1725 1729 1732 rVV2 196692 261920 8.75% 0.446%
97 12.433 1773 1776 1780 rVB2 116460 101805 3.40% 0.173%
98 12.692 1815 1820 1823 rVB 2322546 2328950 77.84% 3.962%
99 13.727 1991 1996 1999 rBV 795142 752002 25.14% 1.279%
100 15.092 2224 2228 2232 rBVY 447208 518426 17.33% 0.882%

Sum of corrected areas: 58787912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF096838.D
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Abundance TIC: BF096838.D
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12.69

2500000 103 42

8.63 9.63 11.03

10.76
1.11
7.88 8.33 ‘”bm QB&i 0.62]

1500000y | ,“ﬂ .4.' n78
o ‘t ] " "'
l“ lﬂlll ]“ IA “

2000000

H 4JLBP4
l'l A h, %261 74

18

1000000

—
—-
ﬂ

334
“‘ 143

500000{&H[%: o

o T T T T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13. 50
Abundance TIC: BF096838.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 2

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

6.37 61.47 ng 2393420 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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.369 min): BF096838.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SNAERENSRBE AR
40.0 540 J 6.00 6.20 6.40 6.60 6.80
O‘M.'Pﬁo. I S m/z 68.10 39.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RS SRR
6.00 620 6.40 6.60 6.80
310 510 m/z 134.00 33.42%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.0 6.40 6.60 6.80
5000 980 1160 m/z 65.95 25.56%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e e e o
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 16.25%
117.0
5000
91.0
NS B o
0||‘|||‘|||“N||‘l‘|||“|||=||‘|‘||l‘|l“|||||||||||||||
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Decane, 2,6,7-trimethyl- Concentration Rank 5

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

8.33 27.84 ng 1555490 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 78
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 64
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 59

Abundance Scan 1078 (8.328 min): BF096838.D (-1074) (-) m/z 57.10 100.00%
51.1
5000

851 1132 1451 g4, 8.00 820 8.40 8.60

37

0 m/z 71.10 59.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
5000 LA L L L L L LB |
8.00 8.20 8.40 8.60
m/z 43.10 58.14%
. | ] 850‘1120 141.0
T T T e T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R R REREEEEEEEER R
8.00 8.20 8.40 8.60
5000 m/z 41.10 29.09%
880 113.0
29.0 ' 183.0
0 141.0 225.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19181: Octane, 2,6-dimethyl- e A RAREE
57.0 8.00 8.20 8.40 8.60
m/z 56.05 20.38%
5000
29.0 113.0
\‘ il " 850 \‘ 142.0
O e e e e e e T R REREEEE R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.00 8.20 8.40 8.60

8270-BF071317.M Wed Jul 19 14:47:47 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown8.44 Concentration Rank 19

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

8.44 9.92 ng 554457 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 45
2 Cvclopentane. (2-methvibutvl)- 140 C10H20 053366-38-4 38
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 35
4 trans-2-Methvl-3-octene 126 C9H18 052937-36-7 30
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 30

Abundance Scan 1097 (8.439 min): BF096838.D (-1092) (-) m/z 69.10 100.00%
69.1
5000
820 840 860 8.80
0! m/z 55.10 69.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11589: Cyclohexane, 1,1,2-trimethyl-
41.0 69.0
5000 111.0 R R L R
8.20 8.40 8.60 8.80
84.0 126.0 m/z 145.10 61.65%
0"'I"”I""I'”'I;"'P"'I"'W""I'”'I""P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
41.0
8.20 8.40 8.60 8.80
5000 111.0 m/z 56.10 58.49%
84.0 140.0
e R S L S UL UL B UL B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6735: 1-Hexene, 3,3-dimethyl- R e R R
69.0 8.20 8.40 8.60 8.80
m/z 41.10 58.08%
41.0
5000
97.0112.0
0"'Fgﬂ'hw'“h'w"mh'Jl'J'|"'w""w"'|”"|' R U L R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 11

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

8.58 16.56 ng 925428 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 91
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 90
3 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 87
4 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 81
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 76

Abundance Scan 1121 (8.581 min): BF096838.D (-1118) (-) m/z 145.10 100.00%
146.1
5000
131.1 160.2
#1571 711 g5y o 0 179.2 820 840 860 8.80 9.00
0 : TR N At il m/z 131.10  32.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000 AR AR AR SR

8.20 8.40 8.60 8.80 9.00
m/z 160.20 28.67%

160.0
150 380 630 77.0 91.01050 12?‘0
o S T Y USSP Wi N S R MO IENENS NN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
/\IIIIIIIIIIIIIIIIIIIIIIII
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 17.44%
160.0
150 390 g30 77.0 910 11501200
o} S PR TSN PROY ESON JS THEN PRWH IS AN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30923: Benzene, 4-(2-butenyl)-1,2- dwnemyl (E)- R R L A Rama
45.0 8.20 8.40 8.60 8.80 9.00
m/z 130.10 15.36%
5000 160.0
91.0 105.0 130.0
39.0 77.0
o.ﬁ?q.h..w.?%?pﬁ.”M..“.,JM.WH.NM.NJ..qh...,.. VAR N L ¥, W
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Nonane, 4,5-dimethyl- Concentration Rank 15

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

9.06 12.45 ng 968326 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 64
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Decane 142 C10H22 000124-18-5 59
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 53

Abundance Scan 1203 (9.063 min): BF096838.D (-1197) (-) m/z 57.10 100.00%
51.1
5000
4111 85.1
o1 w471 ik S0 sk sk
163.1 : : :
Ol .-," . .h-, bl 3L 1892 2102 1 T AR 10 65. 24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
71.0
5000 HERN S N R IR
8.80 9.00 9.20 9.40
m/z 71.10 40.89%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
880 9.00 920 940
m/ 41.10 28 .35%
5000 410 z 1
85.0
ol 250 1104580 1540
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane R B Rl Bams
57.0 8.80 9.00 9.20 9.40
m/z 85.10 25.23%
5000 85.0
41l0
0 15.0 \‘ \“‘ ‘\ “\ Wl 1 11?0 A 14%[0 ) 169.0 19\80
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.20 9.40

8270-BF071317.M Wed Jul 19 14:47:49 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 10

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

9.96 17.70 ng 1377000 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 98
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 97
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 1356 (9.963 min): BF096838.D (-1351) (-) m/z 170.10 100.00%
17p.1

5000
193.22102 9.60 9.80 10.00 10.20
(0} : m/z 155.10 95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
5000
9.60 9.80 10.00 10.20
128.0 153.0 m/z 169.10 26.00%
Lo so ™0 wmo U0 L L
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
155.0
9.60 9.80 10.00 10.20
5000 m/z 153.10 23.04%
128.0
0 a00 %30 8401020 172.0
R e o B e B o N e s o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170.0 9.60 9.80 10.00 10.20
m/z 128.10 18.57%
5000
153.0
oL 270 510 760 1020 1280 | |
R o o O ELALALI I I o e e o R e e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 960 980 10. OO 10.20

8270-BF071317.M Wed Jul 19 14:47:49 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.03 18.98 ng 1476280 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 86
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70

Abundance Scan 1367 (10.028 min): BF096838 D (-1361) (-) m/z 155.10 100.00%
57.1 5.1
119.1
5000
85.1 190.1
39 9.80 10.00 10.20 10.40
o Siit 223.2 m/z 57.10 86.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155.0
5000 LRI LI SULILN BN IR
9.80 10.00 10.20 10.40
0
115.0 ‘ m/z 170.10 81.33%
0 510 760 950 | 1340 | |
m/z--> 20 40 60 50 100 120 150 160 180 200 220 240
Abundance
170.0
9.80 10.00 10.20 10.40
5000 m/z 119.10 72 .64%
ol 270 510 760 1020 1280 1520
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl- T T T
155.0 9.80 10.00 10.20 10.40
m/z 43.10 38.54%
5000
128.0
630
o0, SO0 prorze | |y | ) W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF071317.M Wed Jul 19 14:47:50 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.31 20.21 ng 1571940 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 72
3 Tetracosane 338 C24H50 000646-31-1 64
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 1415 (10.310 min): BF096838.D (-1410) (-) m/z 57.10 100.00%
57.1
5000
BT s 600 100 10,40 1065
167.1 : : : .
Ob prrrefhrebr byt ey 4971 2398 | I m/z 43.10 45.73%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 IR AR BN RN
1000 10.20 10.40 10.60
0.0 85.0 m/z 71.10 43.31%
113.0
L i <
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 21.81%
29.0 85.0
0 126.0 155.0
N AR KA RS AR LR LARLN LR UL RARRS LALAN EARAS LALAS LAARN RARAS LARRN AN
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R B B
57.0 10.00 10.20 10.40 10.60
m/z 41.10 21.32%
5000 85.0
29.0 113.0
0 T 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> %&)&&M®nmmmmmmmmmmmwmmmmm 1000 10.20 10.40 10.60

8270-BF071317.M Wed Jul 19 14:47:50 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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-methyl-7-(1-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.53 12.90 ng 447081 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl-7-(1-methy... 184 C14H16 000490-65-3 50
2 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 49
3 Naphthalene. 1-(1l.1-dimethvlethvl)- 184 C14H16 017085-91-5 41
4 4-tert-Butviphthalonitrile 184 C12H12N2 032703-80-3 30
5 3-Thiopheneacetic acid, 5-acetyl- 184 C8H803S 1000337-56-9 27
Abundance Scan 1452 (10.527 min): BF096838.D (-1447) (-) m/z 169.10 100.00%
169.1
5000 . 90.1

10.20 10.40 10.60 10.80

211.2 232.2

0 m/z 184.10 47 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48940: Naphthalene, 1-methyl-7-(1-methylethyl)-
169.0
5000
10.20 10.40 10.60 10.80
0
1150 1410 m/z 190.10 44 .54%
Lo N /S N T )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
169.0
T T e
10.20 10.40 10.60 10.80
5000 91.0 m/z 155.10 39.27%
’ 141.0
28.0
51.0 115.0
70.0
o UHNENINRR N TN 23T RSO S T S0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48939: Naphthalene, 1-(1,1-dimethylethyl)- I ERRERSEN RS Lo S
169.0 10.20 10.40 10.60 10.80
m/z 43.10 39.04%
5000
141.0
41.0
76.0 115.0
3 S | ROV WA MGt S N N — et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10 60 10.80

8270-BF071317.M Wed Jul 19 14:47:51 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.57 86.30 ng 2991810 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 90
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 90
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 58
Abundance Scan 1459 (10.569 min): BF096838.D (-1454) (-) m/z 57.10 100.00%
57.1
5000

10.20 10.40 10.60 10.80
m/z 71.10 62.30%

113.1

o 183.2 210.2 238.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 LA L L L L LB L
10.20 10.40 10.60 10.80
290 85.0 m/z 43.10 52.95%
o ‘ Ll M30 40 g3
A B A B A B e e e AR RRRRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R o o
10.20 10.40 10.60 10.80
5000 m/z 85.10 22 .79%
29.0 85.0
o 113.0 1550 183.0 206.0
A B A Baa i L e A RAaRaana Ea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester R e R R
57.0 10.20 10.40 10.60 10.80
m/z 41.10 22 .41%
5000
85.0 113.0
290 I ‘\ | \‘ | ‘ 155.0
RN S | T WM L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10 60 10.80

8270-BF071317.M Wed Jul 19 14:47:52 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9H-Fluorene, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.76 19.12 ng 662722 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 87
2 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 55
3 9H-Fluorene. 3-methvl- 180 C14H12 002523-39-9 55
4 (3HYBenzolclpvrrole. 3-methvl-3-... 208 C14H12N2 059341-20-7 46
5 9H-Fluorene, 1l-methyl- 180 C14H12 001730-37-6 38

Abundance Scan 1492 (10.763 min): BF096838.D (-1488) (-) m/z 167.10 100.00%

167.1

5000

10.40 10.60 10.80 11.00

246.3266.3

0 m/z 182.10 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45775: 9H-Fluorene, 9-methyl-
165.0
5000

10.40 10.60 10.80 11.00
m/z 165.10 84.91%

89.0
41.0 63\0 ‘ ul \‘\ 115.0 13\90 ! h‘ h‘

O P e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165.0
R R e o SRR
10.40 10.60 10.80 11.00
5000 m/z 179.10 46.17%

89.0
39.0 63.0 115.0 139.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45770: 9H-Fluorene, 3-methyl- T
165.0 10.40 10.60 10.80 11.00

m/z 180.10 33.80%

5000

89.0
39.0 63.0 | 115.0 139.0 ,

T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00

8270-BF071317.M Wed Jul 19 14:47:52 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Dibenzothiophene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.00 9.83 ng 340677 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 93
2 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 90
3 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 90
4 Naphtholl.2-blthiophene 184 C12H8S 000234-41-3 87
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 83
Abundance Scan 1532 (10.998 min): BF096838.D (-1531) (-) m/z 184.10 100.00%
184.1
57.1
5000
, ' 10.60 10.80 11.00 11.20 11.40
0 2052 22822482 | sz 57.10 57.94%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #48782: Dibenzothiophene
184.0
5000 VAU SURBUL IR B
10,60 10.80 11.00 11.20 11.40
139.0 m/z 43.10 43_.37%
92.0 :
30.0 690 7 1130 | 1580 |
m/z--> 46 eb ab 100 120 140 160 180 200 220 240
Abundance
184.0
10,60 10.80 11.00 11.20 11.40
5000 m/z 85.10 23.94%
79.0 139.0
0 45.0 114.0 158.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #48784: Naphtho[Z,l b]thlophene RSN NN LI B B
184.0 10.60 10.80 11.00 11.20 11.40
m/z 139.10 22 .13%
5000
139.0
0400 69.0, %Olmo Lymo m
m/z--> 40 60 ab 100 120 1&0 160 180 200 220 240 10,60 10.80 11.00 11.20 11.40

8270-BF071317.M Wed Jul 19 14:47:53 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.03 40.80 ng 1414410 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Decane. 3-methvl- 156 C11H24 013151-34-3 72
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
5 Tetradecane, l1l-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1537 (11.027 min): BF096838.D (-1535) (-) m/z 57.10 100.00%

517.1
5000

1131 1412

10.80 11.00 11.20 11.40

181.1 210.2 238.2

01 m/z 71.10 60.34%
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 LA L L L L L L LB
10 80 11. OO 11. 20 11. 40
m/z 43.10 51.06%
113 0
o “ L . T 1410 183.0 211.0 239.0 267.0 296.0
.”P”q.”qnnp.upnw”.quupu..”.“”..”.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R AREE e
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 35.40%
29.0 '
126.0
0 156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71407: Dodecane, 2,7,10-trimethyl- AL e s IR
57.0 10.80 11.00 11.20 11.40
m/z 41.10 21.36%
5000
29.0 85.0
ol ‘ L] 180 1m0 1830
B L SRR A S L a e s e s LR s e e R RAREEREEEE m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. OO 11. 20 11. 40

8270-BF071317.M Wed Jul 19 14:47:53 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Bacchotricuneatin c Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.37 11.55 ng 400257 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 87
4 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 83
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 83
Abundance Scan 1595 (11.369 min): BF096838.D (-1594) (-) m/z 57.10 100.00%
57.1
5000 119.1 rﬂﬂﬁAAJL\AApJLVN‘,ﬁJB/\NV
85.1 196.1
‘ 165.1 246.3 11.'00 11.'20 11.'40 11.|60 '
S W W O m/z 71.10 66.70%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
710 1120
5000 L SRR DAL BRI SIS B
nmnmnmnm
m/z 43.10 65.63%
. Hﬂ\l o0 “‘19“1-0‘217.0 245.0 312.0 342.0
m/z--> 56 260 250 360
Abundance
57.0
11,00 1120 11.40 11.60
5000 85.0 m/z 119.10 45_.18%
o 290 113.0141.0169.0 197.0  240.0
m/z--> o '55' ' "160' ' "150' ' "260' - '250' B '360" -
Abundance #59884: Tridecane, 4-methyl- L B o
43.0 11.00 11.20 11.40 11.60
71.0 m/z 55.05 37.37%
5000
99.0
P 1 R S S e
m/z--> 50 100 150 200 250 300 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 19 0,0,0-Triethyl thiophosphate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.44 15.23 ng 528108 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 0.0.0-Triethvl thiophosphate 198 C6H1503PS 000126-68-1 83
2 Dibenzothiophene. 4-methvl- 198 C13H10S 007372-88-5 64
3 1-Methvldibenzothiophene 198 C13H10S 031317-07-4 64
4 4-Methvlnaphtholl.2-bT1thiophene 198 C13H10S 067388-11-8 59

5 Tacrine 198 C13H14N2 000321-64-2 58
Abundance Scan 1607 (11.439 min): BF096838.D (- 1602) ) m/z 198.10 100.00%
5000
11.20 11.40 11.60 11.80
O m/z 197.10 70.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59987: O,0,0-Triethyl thiophosphate
198.0
il M«JM
5000 93.0
65.0 11.20 11.40 11.60 11.80
29.0 “ ]430.Uoo m/z 165.10 21.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
198.0
T T
11.20 11.40 11.60 11.80
5000 m/z 199.10 15.73%
39.0 69.0 99011901390 165.0
O :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59730: 1-Methyldibenzothiophene T T T T
198.0 11.20 11.40 11.60 11.80
m/z 196.10 13.73%
5000
165.0
TR T T T e T e e R EERE S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

8270-BF071317.M Wed Jul 19 14:47:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096838.D

Aca On 18 Jul 2017 10:43

Operator : SJ/JU

Sample : 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 20 Dibenzothiophene, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.52 10.50 ng 363814 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene. 4-methvl- 198 C13H10S 007372-88-5 70
2 1-Methvldibenzothiophene 198 C13H10S 031317-07-4 64
3 Tacrine 198 C13H14N2 000321-64-2 62
4 Dibenzothiophene. 3-methvl- 198 C13H10S 016587-52-3 60
5 Benzenamine, 4,4"-methylenebis- 198 C13H14N2 000101-77-9 58
Abundance Scan 1621 (11.522 min): BF096838.D (-1617) (-) m/z 198.10 100.00%
198.1
5000
431 691 990 152.1 11.20 11.40 11.60 11.80
o 1271 2L M 2242 2612 1 77719710 70.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59733: Dibenzothiophene, 4-methyl-
T M
5000 «x“”“~A’“m”J
11.20 11.40 11.60 11.80
m/z 199.10 17.88%
b B0 890 P ugouno 1050
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance
198.0
1120 11.40 11.60 11.80
5000 m/z 195.10 10.34%
165.0
o 510 760 20 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59738: Tacrine T
198.0 11.20 11.40 11.60 11.80
m/z 152_.10 9.51%
5000
170.0
27.0 510 710 910 = 12901490 | | ||
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 11/20 11,40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096838.D

Acq On 18 Jul 2017 10:43

Operator : SJ/JU

Sample - 14205-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
unknown6 .37 6.37 61.5 ng 2393420 1 6.60 778768 20.0
Decane, 2,6,7-tri... 8.33 27.8 ng 1555490 2 7.88 1117370 20.0
unknown8 .44 8.44 9.9 ng 554457 2 7.88 1117370 20.0
1H-Indene, 2,3-di... 8.58 16.6 ng 925428 2 7.88 1117370 20.0
Nonane, 4,5-dimet... 9.06 12.4 ng 968326 3 9.63 1555670 20.0
Naphthalene, 2,3,... 9.96 17.7 ng 1377000 3 9.63 1555670 20.0
Naphthalene, 1,6,... 10.03 19.0 ng 1476280 3 9.63 1555670 20.0
Pentadecane, 2,6,... 10.31 20.2 ng 1571940 3 9.63 1555670 20.0
Naphthalene, 1-me... 10.53 12.9 ng 447081 4 11.11 693312 20.0
Dodecane, 2,7,10-... 10.57 86.3 ng 2991810 4 11.11 693312 20.0
9H-Fluorene, 9-me... 10.76 19.1 ng 662722 4 11.11 693312 20.0
Dibenzothiophene 11.00 9.8 ng 340677 4 11.11 693312 20.0
Heptadecane, 2,6,... 11.03 40.8 ng 1414410 4 11.11 693312 20.0
Bacchotricuneatin c 11.37 11.6 ng 400257 4 11.11 693312 20.0
0,0,0-Triethyl th... 11.44 15.2 ng 528108 4 11.11 693312 20.0
Dibenzothiophene, ... 11.52 10.5 ng 363814 4 11.11 693312 20.0
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