LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF(092218\
Data File : BF109251.D
Aca On = 23 Sep 2018 5:33 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - J5017-06 RA-091918-S-NW-060
ALS Vial : 33 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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 4.904 476 479 489 rVB 83492 115878 4_.09% 0.248%
2 5.316 544 549 552 rBVY 2409023 2604415 91.91% 5.584%
3 6.345 719 724 727 rBVY 2392722 2793162 98.58% 5.989%
4 6.475 738 746 750 rBVY 2653933 2828524 99.82% 6.065%
5 6.557 758 760 765 rVB3 66352 69032 2.44% 0.148%
6 6.704 782 785 788 rBV 835268 687894 24.28% 1.475%
7 6.740 788 791 794 rVB 102111 96069 3.39% 0.206%
8 6.775 794 797 801 rBV 39895 47697 1.68% 0.102%
9 6.863 808 812 816 rVB 2392668 2190764 77 .32% 4_.697%
10 6.987 830 833 838 rVB3 50959 80722 2.85% 0.173%
11 7.063 843 846 850 rBV 36586 41715 1.47% 0.089%
12 7.110 850 854 857 rBV 74011 76617 2.70% 0.164%
13 7.269 872 881 884 rBVY 1923087 1894019 66.84% 4.061%
14 7.322 887 890 892 rVB2 83028 73866 2.61% 0.158%
15 7.363 892 897 901 rBvV4 86111 133204 4_.70% 0.286%
16 7.410 901 905 906 rBV3 51562 57110 2.02% 0.122%
17 7.434 906 909 912 rVB2 69658 65989 2.33% 0.141%
18 7.504 919 921 923 rBV2 126420 135377 4.78% 0.290%
19 7.557 927 930 935 rBV3 41850 62425 2.20% 0.134%

20 7.634 935 943 948 rVvB7 132751 293492 10.36% 0.629%

21 7.681 948 0951 955 rBVv3 128964 162406 5.73% 0.348%

22 7.722 955 0958 962 rVB3 63254 76023 2.68% 0.163%
23 7.763 962 965 967 rBV3 71909 81042 2.86% 0.174%
24 7.822 973 975 979 rVB4 89541 101893 3.60% 0.218%
25 7.869 979 983 984 rBV3 55326 57569 2.03% 0.123%
26 7.904 987 989 991 rvB2 52830 39870 1.41% 0.085%
27 7.939 992 995 996 rBV 113823 85672 3.02% 0.184%
28 7.957 996 998 999 rvv2 58548 42786 1.51% 0.092%

29 7.986 999 1003 1006 rVV 1167823 1031044 36.39% 2.211%
30 8.069 1014 1017 1019 rVB 680839 477401 16.85% 1.024%

31 8.092 1019 1021 1024 rVB3 73163 60951 2.15% 0.131%
32 8.122 1024 1026 1028 rVB3 126882 101845 3.59% 0.218%
33 8.169 1028 1034 1036 rBV5 126494 207212 7.31% 0.444%
34 8.204 1037 1040 1043 rVB2 166495 148541 5.24% 0.318%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF(092218\
Data File : BF109251.D
Aca On = 23 Sep 2018 5:33 Instrument :
Operator : JU/SJ g?Afs el

- _ lentosampleld :
3?2?:'6 - J5017-06 RA-091918-S-NW-060
ALS Vial : 33 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.292 1050 1055 1058 rBV5 350331 474282 16.74% 1.017%

36 8.322 1058 1060 1062 rVB2 120204 101537 3.58% 0.218%
37 8.351 1062 1065 1067 rBV2 161477 147993 5.22% 0.317%
38 8.381 1067 1070 1074 rVB4 111045 149609 5.28% 0.321%
39 8.428 1075 1078 1082 rBV 676067 686808 24.24% 1.473%
40 8.463 1082 1084 1088 rvB4 156550 141297 4._.99% 0.303%

41 8.498 1088 1090 1093 rBV2 160629 156057 5.51% 0.335%
42 8.539 1093 1097 1099 rBV5 219415 249866 8.82% 0.536%
43 8.598 1104 1107 1110 rBV3 144742 220017 7.76% 0.472%
44 8.657 1115 1117 1120 rVV2 183364 197779 6.98% 0.424%
45 8.692 1120 1123 1127 rVB3 533378 596004 21.03% 1.278%

46 8.739 1128 1131 1134 rBV3 129611 154337 5.45% 0.331%
47 8.798 1138 1141 1145 rVB5 127510 204336 7.21% 0.438%
48 8.834 1145 1147 1149 rBV3 105014 79345 2.80% 0.170%
49 8.881 1152 1155 1156 rBV2 236516 214098 7.56% 0.459%
50 8.910 1156 1160 1164 rVB4 324761 392971 13.87% 0.843%

51 9.028 1177 1180 1183 rVB 1090800 817448 28.85% 1.753%
52 9.069 1183 1187 1189 rBV 3279007 2833524 100.00% 6.076%
53 9.086 1189 1190 1192 rVB2 83582 46664 1.65% 0.100%
54 9.110 1192 1194 1196 rBV2 78966 90619 3.20% 0.194%
55 9.169 1199 1204 1206 rVvV4 426608 793565 28.01% 1.702%

56 9.192 1206 1208 1210 rVVv 559331 591783 20.89% 1.269%
57 9.239 1214 1216 1218 rVV3 223340 163593 5.77% 0.351%
58 9.275 1220 1222 1225 rVB2 241245 200147 7.06% 0.429%
59 9.404 1237 1244 1246 rBV5 263688 509626 17.99% 1.093%
60 9.428 1246 1248 1251 rvv3 180913 228254 8.06% 0.489%

61 9.457 1251 1253 1255 rVV 842613 694203 24 .50% 1.488%
62 9.481 1255 1257 1259 rVV 1278276 953789 33.66% 2.045%
63 9.510 1259 1262 1264 rVB3 147093 175264 6.19% 0.376%
64 9.569 1270 1272 1273 rVB3 164682 101738 3.59% 0.218%
65 9.586 1273 1275 1278 rBV3 173542 143845 5.08% 0.308%

66 9.657 1285 1287 1290 rVB 300827 273109 9.64% 0.586%
67 9.692 1290 1293 1296 rBV2 273400 378914 13.37% 0.812%
68 9.739 1296 1301 1305 rVvVv2 1074916 1231247 43.45% 2.640%
69 9.945 1334 1336 1339 rVvB2 335856 307289 10.84% 0.659%
70 9.980 1340 1342 1345 rVB 295884 278174 9.82% 0.596%

71 10.016 1345 1348 1352 rBV3 552076 519533 18.34% 1.114%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF(092218\
Data File : BF109251.D
Aca On = 23 Sep 2018 5:33 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?2?:'6 - J5017-06 RA-091918-S-NW-060
ALS Vial : 33 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.057 1353 1355 1357 rBV 321370 297037 10.48% 0.637%
73 10.133 1366 1368 1370 rBV 195479 191179 6.75% 0.410%
74 10.280 1391 1393 1395 rBV2 207656 167086 5.90% 0.358%
75 10.310 1395 1398 1400 rBv2 282192 305739 10.79% 0.656%

76 10.410 1411 1415 1418 rBV 1204385 1182627 41.74% 2.536%
77 10.492 1426 1429 1430 rBV2 178519 169967 6.00% 0.364%
78 10.522 1431 1434 1438 rVB4 1397802 1548534 54.65% 3.320%
79 10.563 1439 1441 1444 rBV2 244786 242164 8.55% 0.519%
80 10.675 1454 1460 1466 rVB2 1693028 2030207 71.65% 4 _.353%

81 10.727 1467 1469 1471 rBV 351003 277728 9.80% 0.595%
82 10.886 1494 1496 1498 rVB 394053 290962 10.27% 0.624%
83 11.139 1536 1539 1545 rVB 1813572 1925448 67.95% 4.129%
84 11.216 1550 1552 1555 rBV 547906 479097 16.91% 1.027%
85 11.245 1555 1557 1560 rBV3 429441 457621 16.15% 0.981%

86 11.492 1596 1599 1602 rBV 816326 839940 29.64% 1.801%
87 12.286 1732 1734 1736 rVB 650477 486600 17.17% 1.043%
88 12.404 1752 1754 1757 rVB2 653441 551802 19.47% 1.183%
89 12.439 1757 1760 1763 rBV2 790700 840792 29.67% 1.803%
90 12.810 1820 1823 1828 rBV 1737453 1832506 64.67% 3.929%

Sum of corrected areas: 46637926
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

BF109251.D

23 Sep 2018 5:33

JussJ

J5017-06

33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

RA-091918-S-NW-060

Abundance TIC: BF109251.D
4000000
3000000
6.47
5.32 6.35 6.86
2000000 721
1000000 6.70
4.90 | lo.56 figran_e.omet | ramdf
O T e S B e e L L e e i e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109251.D
12181
4000000 907
ik
2.44
11.14 1 6
3000000 10.67 11.49
10 }10'52
. f I 2
2000000 9.74 1 55
I 10.89
oR061130.2810 /40
1000000 ﬂ ﬂ i
rB—
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109251.D
4000000
3000000
2000000
1000000
r—
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

8270-BF092218.

M Mon Sep 24 14:33:52 2018

Page: 4




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 2

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

6.47 82.24 ng 2828520 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
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 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 745 (6.469 min): BF109251.D (-738) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 IREBE ARSI S
40.0 540 J 6.20 6.40 6.60 6.80
ol 4820 | M4s m/z 68.10 45.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S RS RS RSN A
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 31.74%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk o ok ok
5000 980 1160 m/z 66.00 29.30%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R o R RR
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.93%
117.0
5000
91.0
Tas, L4
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBERAREE RN AR B
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Naphthalene, decahydro-2-me... Concentration Rank 19

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

7.63 5.69 ng 293492 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 86
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 86
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 81
4 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 60
5 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 58

Abundance Scan 942 (7.628 min): BF109251.D (-935) (-) m/z 55.00 100.00%
54.0
411 co1 831

5000
152.1 e
1111 126.1139.1 168.2 7.20 7.40 7.60 7.80 8.00
O'rprrrrprrrr e m/z 41.10 76.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 67.0
55.0
5000 [TTIr[rrrr[rrrr[prrrrprrrs
7.20 7.40 7.60 7.80 8.00
|| m/z 83.10 69.52%
ow””“”w””mﬁ.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 67.0
95.0
1520 [vrir[rirrrrrrprrrrprots
55.0 8L0 7.20 7.40 7.60 7.80 8.00
5000 m/z 69.10 66.43%
137.0
109.0
b gl om0 |
o} RS MRSt RSO N 1| NP N A S | ES—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl- A REEmE B T
81.0 7.20 7.40 7.60 7.80 8.00
67.0 m/z 67.05 48.20%
410 550 9.0 152.0
5000
137.0
29.0 109.0
.
Oq””“”qﬁHPMH”.hnwu”ﬁhq””p”qu”“”qunphq””“”. M.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Undecane, 2,6-dimethyl- Concentration Rank 14

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

8.07 9.26 ng 477401 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 95
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 87
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 78
4 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 78
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72

Abundance Scan 1017 (8.069 min): BF109251.D (-1014) (-) m/z 57.10 100.00%
57.1
5000 43.1 71.1 M]\\/
98.1 7.80 8.00 820 8.40
113.1
o b 127:1141.2158.1160.2184.2 | Tz7 43.10  45.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl- WVA‘J
57.0
5000 Muuuuuuuuuuu
a0 71.0 780 8.00 8.20 8.40
9.0 m/z 71.10 44 .87%
o ' . 9801130197 0141.0155.0169.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
43.0
7.80 8.00 8.20 8.40
5000 71.0 m/z 41.10 26.14%
29.0
113.0
R O O = LR YR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- R Ema s e e
57.0 7.80 8.00 8.20 8.40
m/z 56.10 13.15%
5000 43.0 71.0
29.0 85.0
o 1 7T 9901180457 9141.0155.0169.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.0 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, (4-methylpentyl)- Concentration Rank 15

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

8.29 9.20 ng 474282 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 68
2 Cvclohexane. 1.1°-(1l.4-butanediv... 222 C16H30 006165-44-2 53
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 53
4 Cvclohexane. hexvl- 168 C12H24 004292-75-5 53
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50

Abundance Scan 1055 (8.292 min): BF109251.D (-1050) (-) m/z 83.10 100.00%
83.1
55.1
5000
800 8.20 840 8.60
0 ' m/z 55.10 70.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 U R R IR
8.00 8.20 8.40 8.60
m/z 82.10 61.55%
. 29.0 05.0 125.0 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79572: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
%0 a0 520 640 860
5000 m/z 41.10 47 .84%
29.0 139.0
o b 100 T eso 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17971: Cyclohexane, butyl- R B N BRaEE
55.0 83.0 8.00 8.20 8.40 8.60
m/z 69.10 31.23%
5000
29.0 140.0
0 Mw\wwmo
m/z--> 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octane, 2,6-dimethyl- Concentration Rank 8

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

8.43 13.32 ng 686808 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 86
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 68
3 Heptane. 5-ethvl-2-methvl- 142 C10H22 013475-78-0 64
4 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 59
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59

Abundance Scan 1078 (8.428 min): BF109251.D (-1075) (-) m/z 57.10 100.00%
57.1
5000
4141
1 1131 500 620 640 550 50
145.1 : : : : :
o 12811001601 18321983 | s 7 10 82310
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
410 8.00 820 8.40 8.60 8.80
113.0 m/z 43.10 59.81%
85.0 :
0L 15.0 A | 142.0
UREEEPUREE DAL DAL SARLLL UL WAL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59899: Dodecane, 4,6-dimethyl-
57.0
800 820 840 860 8.80
5000 m/z 41.10 35.06%
41{0 5.0
0 26,0 ‘ Lo M350 1550 1g301080
m/z--> 20 b 60 85 100 120 140 1é0 180 200
Abundance #19216: Heptane, 5-ethyl-2-methyl- I REEmE B T
43.0 710 8.00 820 8.40 8.60 8.80
' m/z 56.10 20.45%
5000
27,0
113.0
0"'I”"M'”HI'J“I”'Pﬁq'J'P"'I”"I'”'I"”I" SRS R S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 840 8.60 8.80

8270-BF092218 .M Mon Sep 24 14:33:56 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Decane, 6-ethyl-2-methyl- Concentration Rank 12

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

8.69 11.56 ng 596004 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 53
2 Octane. 4-ethvl- 142 C10H22 015869-86-0 52
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 52
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 43
5 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 35

Abundance Scan 1123 (8.692 min): BF109251.D (-1120) (-) m/z 57.10 100.00%
57.1
5000 43.1 71.1
85.1
13111451 T T e N T
99.1 1151 1601 8.40 8.60 8.80 9.00
o ..,h..3,”uw,.ul.mJ..4...9???.., m/z 71.10 44.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0
43.0
5000 71.0

8.40 8.60 8.80 9.00
85.0 m/z 43.10 41.86%

9.0 126014101550

0 L B B L o e e o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19161: Octane, 4-ethyl-
57.0
R
430 8.40 8.60 8.80 9.00
5000 71.0 m/z 41.10 31.41%
29.0 gs.0 1120
LA ] 1420
Ol e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59887: Tridecane, 6-methyl-  EAmEmE RS
57.0 8.40 8.60 8.80 9.00
m/z 85.10 26 .29%
43.0
5000 71.0
85.0
29.0
o I | | 990  1260145015101690183.0
T T e e e T R RN S A S
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF092218 .M Mon Sep 24 14:33:57 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

ﬁ?ggle i J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, undecyl- Concentration Rank 18

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

8.91 6.38 ng 392971 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. undecvl- 238 C17H34 054105-66-7 64
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
3 Cvclohexane. 1.1°-(1l.4-butanediv... 222 C16H30 006165-44-2 56
4 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 50
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 50

Abundance Scan 1160 (8.910 min): BF109251.D (-1156) (-) m/z 83.10 100.00%
83.1
55.1
5000
R o o
| | 111112011471 182.2 8.60 880 9.00 9.20
0 b et e e m/z 82.10 69.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92571: Cyclohexane, undecyl-
83.0
55.0
5000 USRS SR U A
8.60 8.80 9.00 9.20
m/z 55.10 53.32%
ol 280 1110 154.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17971: Cyclohexane, butyl-
55.0 83.0
860 8.80 9.00 9.20
5000 m/z 41.10 25.03%
29.0 140.0
S = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79573: Cyclohexane, 1,1'-(1,4-butanediyl)bis- A ma e e R R
83.0 8.60 8.80 9.00 9.20
55.0 m/z 67.05 19.02%
5000
139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20

8270-BF092218 .M Mon Sep 24 14:33:57 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Undecane, 3-methyl- Concentration Rank 9

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

9.17 12.89 ng 793565 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 59
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 59
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 53
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 53

Abundance Scan 1204 (9.169 min): BF109251.D (-1199) (-) m/z 57.10 100.00%
571.1
5000 411 85.1
119.1135.1 154.1160.2 8.80 9.00 9.20 9.40 9.60
o 031, T A 891 2102 1 2T 43710 65.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38335: Undecane, 3-methyl-
57.0
5000 RS VAR AR R N
a1l 85.0 8.80 9.00 9.20 9.40 9.60
m/z 71.10 52.78%
0 254$ \L ] 1120 1410 31700
m/z--> 20 40 60 80 100 120 150 160 180 200
Abundance #48844: Dodecane, 2-methyl-
43.0
880 9.00 9.20 9.40 9.60
5000 71.0 m/z 85.10 35.68%
o 27l0 ) R0 19501410 16801840
m/z--> 20 40 eb éo 100 120 150 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl- T e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 35.00%
5000 85.0
41l0
141.0
o220l | 4 ) 4 1130 | 169.0
m/z--> 20 40 6|0 80 1(')0 120 140 160 180 200 880 9.00 920 9.40 9.60

8270-BF092218 .M Mon Sep 24 14:33:58 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13

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

9.19 9.61 ng 591783 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 78
2 Acetaminophen 151 C8HIONO2 000103-90-2 59
3 3-Pvridinemethanol. acetate 151 C8H9NO2 010072-09-0 59
4 Metacetamol 151 C8HIONO2 000621-42-1 45
5 trans-3(10)-Caren-2-ol 152 C10H160 1000151-66-5 43

Abundance Scan 1208 (9.192 min): BF109251.D (-1206) (-) m/z 43.10 100.00%
431 109.1
5000 1511
G 2ho sho 5% 540 sko
' 173.1 : : . : :
3 S| ARPVSPRNTI YO BT PO 1901 2102 | /7 109.10  82.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 100.0
151.0
5000 N L I I R
8.80 9.00 9.20 940 9.60
69.0 g5 0 m/z 151.10 46 .50%
ok 210 | .|.. el (1380 | 1970 1020 2110
m/z--> 20 45 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
100.0
880 9.00 920 9.40 9.60
5000 151.0 m/z 69.10 22.98%
43.0 80.0
2710 | 630 | I 1350 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24849: 3-Pyridinemethanol, acetate R e R A
43.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 17 .64%
109.0
5000 92.0
151.0
15.0 65.0
Ollkwwuﬁm‘m T e e —— N —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 1,3-dimethyl- Concentration Rank 17

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

9.40 8.28 ng 509626 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 94
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 93
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 1243 (9.398 min): BF109251.D (-1237) (-) m/z 156.05 100.00%
156.1
5000
57.1
| ‘ fad et 9.00 9.20 9.40 9.60 9.80
175.1 - - - - -
0....,....,... "'. J|..|| "'.' L |I|.I||.||:|' “||...'.|.1.9.3:2|2.1.0.'.2| m/z 141.10 82 .88%
m/z--> 40 100 120 140 160 180 200
Abundance #28495. Naphthalene, 1,3-dimethyl-
156.0

5000

900 9.20 940 9.60 9.80
m/z 57.10 29.06%

0
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28476: Naphthalene, 1,4-dimethyl-
156.0
I e o o e R R E
9.00 9.20 9.40 9.60 9.80
5000 m/z 155.10 28.26%
115.0
A7 U L YL L —
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28478: Naphthalene, 1,5-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
m/z 43.10 27 .39%
5000
115.0
ol 270 510, TIO om0 T ,1330
T T i o o e o o o B I e R EEEEE RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 9. OO 9.20 9. 40 9.60 9.80

8270-BF092218 .M Mon Sep 24 14:33:59 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 12 Naphthalene, 2,3,6-trimethyl- Concentration Rank 20

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

9.95 4.99 ng 307289 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 81
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 76
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 64
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 53

5 Metharbital 198 C9H14N203 000050-11-3 47

Abundance Scan 1337 (9.951 min): BF109251.D (-1334) (-) m/z 57.10 100.00%
57.1
85.1
5000
1701 e o
9.60 9.80 10.00 10.20

39 2 2222
) S ] 1972 m/z 43.10 81.27%

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

Abundance #38377: Naphthalene, 2,3,6-trimethyl-

D.0

5000 LA L L L L L I
9.60 9.80 10.00 10.20
m/z 71.10 69 .50%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170.0
L o o
9.60 9.80 10.00 10.20
5000 m/z 85.10 54 _.27%
270 510 76.0 128.0 1520
T N . iy U Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl- T
155.0 9.60 9.80 10.00 10.20
m/z 41.10 41 _89%
5000
128.0
S s O L2 (N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 60 9. 80 10 00 10. 20

8270-BF092218 .M Mon Sep 24 14:34:00 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

ﬁ?ggle i J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 3-cyclohexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.02 8.44 ng 519533 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-cvclohexvl- 252 C18H36 013151-83-2 64
2 Cvclohexane. octvl- 196 C14H28 001795-15-9 43
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 38
4 Heptvlcvclohexane 182 C13H26 005617-41-4 38
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 38

Abundance Scan 1349 (10.022 min): BF109251.D (-1345) (-) m/z 83.10 100.00%

83.1
106.1

5000

9.80 10.00 10.20 10.40

0 m/z 106.10 72.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104195: Dodecane, 3-cyclohexyl-
57.0 83.0

5000

9.80 10.00 10.20 10.40
m/z 82.10 63.74%

(0} .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58302: Cyclohexane, octyl-
83.0
s e
550 9.80 10.00 10.20 10.40
5000 m/z 55.10 61.55%
290
o A Wl 1120 1300 1680 1960
,,,,,,, e B AR B o
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #27055: Cyclohexane, pentyl- BEEmEEEs
83.0 9.80 10.00 10.20 10.40
55.0 m/z 105.10 53.82%
5000
290 154.0
0 \ ‘\ \ N, 111.0 131.0
m/z--> 80 100 120 140 160 180 200 220 980 10 00 10. 20 10.40

8270-BF092218 .M Mon Sep 24 14:34:01 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

ﬁ?ggle i J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.41 19.21 ng 1182630 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Heptacosane 380 C27H56 000593-49-7 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 59
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 59
Abundance Scan 1415 (10.410 min): BF109251.D (-1411) (-) m/z 57.10 100.00%
57.1
5000 |
%. e
169.2 10.00 10.20 10.40 10.60 10.80
0 | ,|.'.~.} I AL 2022 2398 | | m/z 71.10 56.83%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 AR B R RA N

mmmmmmmmmm
99.0 m/z 43.10 48 .63%

Lm0 | | | | 1410 1830 2260
e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
R R s e
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 28.31%
27,0 90 1410
o W 183.0 2250 267.0  323.0  380.0
T R LA L AL SIS Lol
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R B
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.10 25.83%
5000
99.0
o ‘ ‘ | [ ) 1410 1830 2300  296.0
T T T e e T s N M e
m/z--> 50 100 150 200 250 300 350 10. OO 10. 20 10 40 10. 60 10 80

8270-BF092218 .M Mon Sep 24 14:34:01 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Dodecane, 2,6,11-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.67 84.75 ng 2030210 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 94
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78

Abundance Scan 1459 (10.669 min): BF109251.D (-1454) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00
m/z 71.10 82.04%

o 34.1 159.1 1832 2152 2442
rrrrrhers

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71408: Dodecane, 2,6,11-trimethyl-

430 | 419

10.40 10.60 10.80 11.00
m/z 43.10 62.21%

5000

0 M, 141.0 169.0 197.0
EARREAS:
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #83031: Tridecane, 5-propyl-
57.0
R e
10.40 10.60 10.80 11.00
5000 m/z 41.10 30.82%
85.0
112.0
ol.30.0, L i ‘ g0 1880 2260
A B e AR aaaa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R EEEEE S
57.0 10.40 10.60 10.80 11.00
m/z 85.10 30.23%
5000
85.0
29.0 113.0
o b ] M0 1830 2110 2530 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Chamazulene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.73 11.59 ng 277728 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chamazulene 184 C14H16 000529-05-5 87
2 Naphthalene. 1-methvl-7-(l-methy... 184 C14H16 000490-65-3 70
3 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 60
4 2.3-Dihvdro-1H-1-methvlcvclopent... 184 C12H12N2 026629-21-0 46
5 Phenol, 3,4,5-trimethoxy- 184 C9H1204 000642-71-7 43
Abundance Scan 1469 (10.727 min): BF109251.D (-1467) (-) m/z 169.10 100.00%
169.1
97.1
5000
198.1 10,40 10.60 10.80 11.00
ol 2172 2383 m/z 97.10 73.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48919: Chamazulene
184.0
5000 R DR SR DU RS
mmmmmmnm
153.0 m/z 184.10 67.63%
770 128.0
o 27.0 510 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48941: Naphthalene, 1-methyl-7-(1-methylethyl)-
169.0
10.40 10.60 10.80 11.00
5000 m/z 55.10 40.69%
210 510, 70 150 MY
0 ..‘. ””\”\” ol dlry L ””\”” .‘l.. N —
m/z--> 25 45 eb éo 160 150 1&0 160 1é0 260 250 250 '
Abundance #48943: Cyclopentene, 1,2-dimethyl-4-methylene-3-pheny!- R R mamEE
169.0 10.40 10.60 10.80 11.00
m/z 183.10 21.34%
5000 91.0
141.0
28.0 115.0 ‘
Ouuulu‘...luu“. ”.Z..q”‘..‘l. M‘ “. “..l‘. .Hl‘..‘.‘.......|....|....| e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

ﬁ?ggle i J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.89 12.15 ng 290962 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 59
2 Dodecane 170 C12H26 000112-40-3 45
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 45
4 Tetradecane 198 C14H30 000629-59-4 43
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 38
Abundance Scan 1497 (10.892 min): BF109251.D (-1494) (-) m/z 169.10 100.00%
16h.1
5000 it 120.1
85.1
145.1 L BN UL BN UL
‘ ‘ | ‘ 198.1 223.2 2623 10.60 10.80 11.00 11.20
0...,....,l....,....,..'l..||.'..".|I“',".'.!l'.'|.|..,.l...'|'.."..|'..:.'|....,.'.. m/z 57.10 53.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
5.0
125.0 184.0
5000 LI BN UL BN B
mo 10,60 10.80 11.00 11.20
‘ m/z 120.05 45.90%
O SR SR SRS SRS SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38318: Dodecane
57.0
10,60 10.80 11,00 1120
5000 m/z 71.10 33.71%
85.0
29.0
\‘ ‘\ Ik L 1130 141.0 1700
O o e TR e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48852: Dodecane, 3-methyl- L L ma e o
57.0 10.60 10.80 11.00 11.20
m/z 85.10 31.15%
5000 85.0
90,0 155.0
" ‘ 113.0 ‘ 184.0
) BN W Y WS —— il iana——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.14 80.38 ng 1925450 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
Abundance Scan 1539 (11.139 min): BF109251.D (-1536) (-) m/z 57.10 100.00%
51.1
5000 ‘ 85.1
113 10.80 11.00 11.20 11.40
411 181.1
oH' 111 Frerr 2202 2532 m/z 71.10 83.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 U AR IARRR

10.80 11.00 11.20 11.40
m/z 43.10 53.76%

113.0
0 \ ) [ 2410 183.0211.0239.0267.0296.0
g i — T T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
B
10.80 11.00 11.20 11.40
5000 m/z 85.10 46.27%
85.0
113.0
Oﬁﬂjdldulmwm%wmnmmm 295.0 366.0
B A B LS L T
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane R B e R
57.0 10.80 11.00 11.20 11.40
m/z 41.10 28.68%
5000 85.0
29.0
m/z--> 50 100 150 200 250 300 350 10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

ﬁ?ggle i J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.49 35.06 ng 839940 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 83

Abundance Scan 1599 (11.492 min): BF109251.D (-1596) (-) m/z 57.10 100.00%

517.1

5000
1131 B B
141.1 183.2 211.2 11.20 11.40 11.60 11.80
ol 2463 2803 m/z 71.10 89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L LB LB
11.20 11.40 11.60 11.80
m/z 43.10 72.62%
29.0 113.0 141.0
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
R N REEE SRS R
11.20 11.40 11.60 11.80
5000 85.0 m/z 85.10 54 _.56%
0 20.0 I “ ‘11?0“ 141 0 169.0 197.0 2260
R R L L  Eaaas me a e e AR ARRRA RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71399: Tetradecane, 4-methyl- I EAmEmEEE RS
43.0  71.0 11.20 11.40 11.60 11.80
m/z 41.10 24.71%
5000
‘ 99.0 970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109251.D

Aca On : 23 Sep 2018 5:33

Operator : JU/SJ

3?22 le J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Phenanthrene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.29 20.31 ng 486600 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 50
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 50
3 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 46
4 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 46
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 43
Abundance Scan 1735 (12.292 min): BF109251.D (-1732) (-) m/z 83.10 100.00%
83.1
5000 55.1
206.1
111 SRR SR BN B
152.1 178. 12.00 12.20 12.40 12.60
0 ,....,l...-.',.l'.., ...|-,..:.,....-,..=~.,-.'...1',.= 32 2803 3143 Thsz 82.10  70.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
5000 LI IS SR LN B
12,00 12.20 12,40 12.60
89.0 m/z 55.10 45_.08%
| 39.0 630 115.0139.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66248: 9,10-Dimethylanthracene
206.0
12.00 12.20 12,40 12.60
5000 m/z 206.10 32.36%
300 630 010, 127.01520 1789 H
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66254: Phenanthrene, 4,5-dimethyl-
191.0 12.00 12.20 12.40 12.60
m/z 69.10 27 .32%
5000
|30 7mMﬁ° 1w0mM)M
ize> 20 40 80 80 100 120 130 180 1 700 250 250 260 280 WO " 12.00 12.20 12,40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109251.D
Acg On : 23 Sep 2018 5:33 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - J5017-06 RA-091918-S-NW-060
ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 82.2 ng 2828520 1 6.70 687894 20.0
Naphthalene, deca... 7.63 5.7 ng 293492 2 7.99 1031040 20.0
Undecane, 2,6-dim... 8.07 9.3 ng 477401 2 7.99 1031040 20.0
Cyclohexane, (4-m... 8.29 9.2 ng 474282 2 7.99 1031040 20.0
Octane, 2,6-dimet... 8.43 13.3 ng 686808 2 7.99 1031040 20.0
Decane, 6-ethyl-2_.. 8.69 11.6 ng 596004 2 7.99 1031040 20.0
Cyclohexane, unde... 8.91 6.4 ng 392971 3 9.74 1231250 20.0
Undecane, 3-methyl- 9.17 12.9 ng 793565 3 9.74 1231250 20.0
2,4,7,9-Tetrameth. .. 9.19 9.6 ng 591783 3 9.74 1231250 20.0
Naphthalene, 1,3-... 9.40 8.3 ng 509626 3 9.74 1231250 20.0
Naphthalene, 2,3,... 9.95 5.0 ng 307289 3 9.74 1231250 20.0
Dodecane, 3-cyclo... 10.02 8.4 ng 519533 3 9.74 1231250 20.0
Hexadecane 10.41 19.2 ng 1182630 3 9.74 1231250 20.0
Dodecane, 2,6,11-... 10.67 84.8 ng 2030210 4 11.22 479097 20.0
Chamazulene 10.73 11.6 ng 277728 4 11.22 479097 20.0
3-Methyl-4-(metho... 10.89 12.2 ng 290962 4 11.22 479097 20.0
Heptadecane, 2,6,... 11.14 80.4 ng 1925450 4 11.22 479097 20.0
Heneicosane 11.49 35.1 ng 839940 4 11.22 479097 20.0
Phenanthrene, 2,3... 12.29 20.3 ng 486600 4 11.22 479097 20.0
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