LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 height area % max. total
1 3.190 140 145 151 rVB2 7853 15807 1.28% 0.130%
2 5.184 479 484 490 rBvV2 129867 164946 13.38% 1.358%
3 5.548 543 546 550 rBV3 17037 18948 1.54% 0.156%
4 5.595 550 554 567 rVvB 1009241 950064 77.04% 7.819%
5 5.807 586 590 593 rBvV2 17941 16176 1.31% 0.133%
6 5.854 593 598 600 rBV 26780 27906 2.26% 0.230%
7 6.184 650 654 656 rBV 15871 17789 1.44% 0.146%
8 6.478 699 704 708 rBv4 17195 27469 2.23% 0.226%
9 6.601 720 725 734 rBV 926297 990348 80.31% 8.151%
10 6.731 743 747 751 rVB 1132606 998554 80.97% 8.218%
11 6.772 751 754 757 rVB 69048 54718 4._44% 0.450%
12 6.954 781 785 790 rvB 424094 350447 28.42% 2.884%
13 7.007 790 794 796 rBvV 17263 16515 1.34% 0.136%
14 7.113 804 812 815 rBV 848408 830900 67.38% 6.838%
15 7.266 835 838 841 rvB2 17800 17296 1.40% 0.142%
16 7.342 849 851 857 rvB4 16768 19754 1.60% 0.163%
17 7.519 876 881 887 rBV 695041 688473 55.83% 5.666%
18 7.842 928 936 938 rBV3 14171 16687 1.35% 0.137%
19 7.966 954 957 963 rBV3 19622 19918 1.62% 0.164%
20 8.195 993 996 999 rBvV 81328 66509 5.39% 0.547%
21 8.236 999 1003 1006 rVvV 470802 442975 35.92% 3.646%
22 8.272 1008 1009 1013 rVB 45331 36653 2.97% 0.302%
23 8.513 1045 1050 1055 rvB2 22409 25049 2.03% 0.206%
24 8.636 1068 1071 1073 rBV 69456 50757 4.12% 0.418%
25 8.807 1097 1100 1104 rVB 113580 83787 6.79% 0.690%
26 8.954 1121 1125 1128 rBV 61394 51907 4.21% 0.427%
27 9.054 1139 1142 1144 rBvV 51151 45551 3.69% 0.375%
28 9.130 1152 1155 1159 rVvB2 14637 16125 1.31% 0.133%
29 9.172 1159 1162 1166 rVB 22283 19166 1.55% 0.158%
30 9.236 1170 1173 1176 rVB 48153 40235 3.26% 0.331%
31 9.313 1181 1186 1189 rBVY 1288487 1233168 100.00% 10.149%
32 9.372 1193 1196 1199 rVvv 124950 98811 8.01% 0.813%
33 9.413 1200 1203 1207 rVB2 23628 21468 1.74% 0.177%
34 9.507 1214 1219 1223 rBV5 9798 18081 1.47% 0.149%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.583 1226 1232 1236 rBV2 26560 40684 3.30% 0.335%
36 9.654 1240 1244 1246 rBV 49631 50802 4.12% 0.418%
37 9.701 1246 1252 1258 rVB 238281 277357 22.49% 2.283%
38 9.772 1259 1264 1266 rBV2 30104 37531 3.04% 0.309%
39 9.860 1276 1279 1282 rVB2 23463 25475 2.07% 0.210%
40 9.901 1283 1286 1290 rVB 124054 105245 8.53% 0.866%
41 9.972 1296 1298 1300 rBV 33470 32903 2.67% 0.271%
42 10.001 1300 1303 1307 rVB 525057 469672 38.09% 3.865%
43 10.095 1316 1319 1323 rVB2 16638 21445 1.74% 0.176%
44 10.142 1323 1327 1329 rVVv4 12429 18528 1.50% 0.152%
45 10.160 1329 1330 1333 rVB2 18339 15428 1.25% 0.127%
46 10.195 1333 1336 1339 rBV3 31300 41872 3.40% 0.345%
47 10.236 1339 1343 1346 rVB3 33413 43513 3.53% 0.358%
48 10.313 1353 1356 1358 rBV2 28880 31282 2.54% 0.257%
49 10.342 1358 1361 1363 rVVv2 27308 22299 1.81% 0.184%
50 10.401 1365 1371 1379 rBV 140105 158284 12.84% 1.303%
51 10.472 1379 1383 1384 rBV2 14030 16286 1.32% 0.134%
52 10.495 1384 1387 1389 rBV 23901 19061 1.55% 0.157%
53 10.536 1391 1394 1401 rBV2 52764 78578 6.37% 0.647%
54 10.624 1402 1409 1412 rBV2 55625 83474 6.77% 0.687%
55 10.707 1420 1423 1426 rVB3 30245 28518 2.31% 0.235%

56 10.795 1434 1438 1443 rBV 765264 702856 57 .00% 5.785%
57 10.889 1449 1454 1457 rBV2 141464 215607 17.48% 1.774%

58 11.224 1509 1511 1514 rBV2 31090 36345 2.95% 0.299%
59 11.301 1521 1524 1526 rBV 26898 25859 2.10% 0.213%
60 11.330 1526 1529 1531 rBV 94782 88443 7.17% 0.728%
61 11.495 1553 1557 1559 rBvV 505439 439396 35.63% 3.616%
62 11.519 1559 1561 1563 rVB 106062 79348 6.43% 0.653%
63 11.754 1599 1601 1604 rVB 102209 79765 6.47% 0.656%
64 11.877 1620 1622 1624 rBV3 41267 50652 4.11% 0.417%
65 12.001 1640 1643 1644 rBV 71181 77652 6.30% 0.639%

66 12.160 1668 1670 1673 rBV 117880 105339 8.54% 0.867%
67 12.554 1734 1737 1739 rVB 150296 132307 10.73% 1.089%
68 12.718 1762 1765 1767 rVB 157493 147125 11.93% 1.211%
69 13.077 1822 1826 1829 rBV 931158 858565 69.62% 7.066%

Sum of corrected areas: 12150453
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107125.D
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 9.41 ng 164946 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 33
3 3-Octanol 130 C8H180 000589-98-0 28
4 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 483 (5.178 min): BF107125.D (-479) (-) m/z 42.95 100.00%
43
59
5000 6o 111
101
| 53||| 83 | 480 500 520 5.40 5.60
0 et et e Tm/z 59.00  61.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R LS L IR
480 5.00 520 5.40 5.60
m/z 111.10 38.26%
15 31 101
o | 2577 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
VAR RARRS NS AR
57 480 5.00 520 5.40 5.60
5000 m/z 69.10 33.62%
29 101
0 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13627: 3-Octanol
59 480 5.00 520 5.40 5.60
m/z 55.00 21.48%
83
5000 41
29 101
0...,.1.4..,....,....,....,??..,....7,0....,....,....,....T%?..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 unknown6.73 Concentration Rank 1

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

6.73 56.99 ng 998554 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.731 min): BF107125.D (-743) (-) m/z 132.00 100.00%
132
5000 68
96 BN SEBEA SRRRE
40 54 78 06 6.40 6.60 6.80 7.00
01 e B m/z 68.10 39.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 DRSS A SRR
6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.97%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _07%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propionyl B B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.54%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 3 unknown6.77 Concentration Rank 16

8270-BF061918 .M Fri

R.T. EstConc Area Relative to ISTD R.T.
6.77 3.12 ng 54718 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 49
2 Pentadecane 212 C15H32 000629-62-9 47
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 38
4 Nonane 128 C9H20 000111-84-2 38
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 35

Abundance Scan 754 (6.772 min): BF107125.D (-751) (-) m/z 56.95 100.00%
43
5000
6.40 6.60 6.80 7.00 7.20
o m/z 43.05 89.89%
m/z--> 20 40 60 80 100 120 140 180 200
Abundance #19158: Decane
43 57
5000
71 6.40 6.60 6.80 7.00 7.20
29 85 m/z 105.10 58.46%
15 \‘ 0 - \‘ 9 113 142
O I o o o o o o LRI ey e |
m/z--> 20 40 60 80 100 120 140 180 200
Abundance
43 57
6.40 6.60 6.80 7.00 7.20
5000 1 g m/z 71.10 38.76%
29 99
0 113 127 141 155 168 182 212
L o e o o N I e |
m/z--> 20 40 60 80 100 120 140 180 200
Abundance #108842: Oxalic acid, isobutyl octyl ester  EEas m e RN
5[7 6.40 6.60 6.80 7.00 7.20
m/z 41.05 37.33%
5000 g M
71
0 ‘ \‘\ ‘\ H‘ 8u4 97 112 157
L o e o e o IR I e o |
m/z--> 20 40 60 80 100 120 140 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 5 Octane, 2,6-dimethyl- Concentration Rank 18

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

8.64 2.29 ng 50757 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
4 Decane, 4-methyl- 156 C11H24 002847-72-5 59
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59

Abundance Scan 1072 (8.642 min): BF107125.D (-1068) (-) m/z 57.00 100.00%
A
5000 43
85 113 8.40 860 8.80 9.00
99 149 - - - -
0 B et — m/z 71.10 82.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
8.40 8.60 8.80 9.00
m/z 43.05 50.83%
29 85 113
0 15 \‘ il [1ls uly | 97 \‘ 127 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
71 —v—v—v—v—rv—v—v—v—rv—v—v—v—er—v—v—rv—v—er
8.40 8.60 8.80 9.00
5000 43 m/z 41.00 21.30%
29 113
o 8 g9 127 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48872: Undecane, 2,5-dimethyl- e e A R R
57 8.40 8.60 8.80 9.00
m/z 56.10 16.73%
5000 43 -
29
ol 15 | ‘L il 85 %9 112 127 141 155 169 184
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:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 6 Tridecane Concentration Rank 11

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

8.81 3.78 ng 83787 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 83
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1101 (8.813 min): BF107125.D (-1097) (-) m/z 57.05 100.00%
57
43
71
5000 85
99 112 135 8.40 8.60 8.80 9.00 9.20
0 m/z 43.00 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 o7
71
85 8.40 8.60 8.80 9.00 9.20
29 m/z 71.05 63.44Y%
ohis | | Puswrinas e
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 57
71 8.40 8.60 8.80 9.00 9.20
5000 o m/z 85.10 40.05%
29
o 99 113 127 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #71393: Pentadecane
57 8.40 8.60 8.80 9.00 9.20
43 m/z 41.00 33.88%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 840 8%0 880 900 950

8270-BF061918 .M Fri
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 7 Naphthalene, 1-methyl- Concentration Rank 19

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

9.05 2.06 ng 45551 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 Benzocycloheptatriene 142 C11H10 000264-09-5 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 1141 (9.048 min): BF107125.D (-1139) (-) m/z 142.10 100.00%
142
5000 115
— e
39 51 637077 89 ] 8.80 9.00 9.20 9.40
Obr et b e e e b e e || M/z 141.05 90 78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142
5000 UERBE LRSS S U A
115 8.80 9.00 9.20 9.40
m/z 115.00 37.90%
o 39 51 637175 89 102 126 ||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
8.80 9.00 9.20 9.40
5000 m/z 139.00 13.22%
115
7 39 51 8T 89 og 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- SRMRMNSISN |12 S |
141 8.80 9.00 9.20 9.40

m/z 143.10 11.01%

5000 115

63
27 3% 51 PP 7077 8 g 126 |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 8 Tetradecane Concentration Rank 9

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

9.37 4.21 ng 98811 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72

Abundance Scan 1196 (9.372 min): BF107125.D (-1193) (-) m/z 57.00 100.00%
57
43
71

5000
& VMAIA_/\_J L‘\/J\'\W

_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_
9.00 9.20 9.40 9.60 9.80

99
Ot o P BI2TIAIISS a8 e 00 69, 35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59879: Tetradecane
57
43
71
5000 85 AN RN,

9.00 9.20 9.40 9.60 9.80

29 m/z 71.05 57.41%
oL 15 | ‘ L | 99113127141155169 198
R e L SR R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
71 9.00 9.20 9.40 9.60 9.80
5000 o m/z 85.05 36.15%
29
99 113127141155169183 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane

9.00 9.20 9.40 9.60 9.80
m/z 41.00 32.71%

5000

99

113127141155169183197
e s S e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 920 9.40 9.60 9.80

8270-BF061918_.M Fri Jul 13 07:32:57 2018 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 9 Hexadecane Concentration Rank 8

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

9.90 4_.48 ng 105245 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1286 (9.901 min): BF107125.D (-1283) (-) m/z 57.05 100.00%
57
43
71
o AN-~,MJLAﬁ¢mA««—-»«JL\,~J
99 113 196 9.60 9.80 10.00 10.20
oLl s m/z 43.00 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 SRR SRR AR
85 9.60 9.80 10.00 10.20
29 m/z 71.05 58.43%
o | 9113127 141 155 169 183 226
m/z--> ﬁo Jo éo 85 100 150 140 160 180 200 220
Abundance
57
43 AU SRR
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 36.77%
29
ol 15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane B RE B R R Eae
43 97 9.60 9.80 10.00 10.20
m/z 41.00 32.67%
71
5000
85
29
oL 15 N L L4 99 113 127 141 155 184
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF061918_.M Fri Jul 13 07:32:58 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 10 Dodecane, 2-methyl- Concentration Rank 5

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

10.40 6.74 ng 158284 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
2 Octacosane 394 C28H58 000630-02-4 74
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72
4 Hexadecane 226 Cl16H34 000544-76-3 72

5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 1371 (10.401 min): BF107125.D (-1365) (-) m/z 57.05 100.00%
57
5000 85
155 B e e
J 123 | |184 207 10.00 10.20 10.40 10.60 10.80
Y 0 07 7 S AP TNRT  0 — m/z 43.05 67.18%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48851: Dodecane, 2-methyl-
43
5000 71 | BN LI L L L LB L
10.00 10.20 10.40 10.60 10.80
99 141 m/z 71.05 60.88%
o2 LAl e
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
AR R EE TR
10.00 10.20 10.40 10.60 10.80
5000 a5 m/z 85.10 40.55%
29
o 113 141 169 197 225 253 281 309 337 365 394
e E el T o e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- T T e
57 10.00 10.20 10.40 10.60 10.80
m/z 41.00 32.47%
5000 85
29J J 113 155
T O O St
m/z--> 0 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60 10.80

8270-BF061918_.M Fri Jul 13 07:32:59 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 11 Naphthalene, 2,3,6-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.35 ng 78578 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 90
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 87
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 86
Abundance Scan 1395 (10.542 min): BF107125.D (-1391) (-) m/z 155.10 100.00%
1
5000
AP TN A M A
43 54 68 8L g5 115 128 139 182 10.20 10.40 10.60 10.80
o m/z 170.10 83.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170
155
5000
10.20 10.40 10.60 10.80
m/z 153.10 26.45%
ol 1827 39 51 63 7685 00 115128 141 | |
miz--> N N A S Y S P AR T
Abundance
170
155
10.20 10.40 10.60 10.80
5000 m/z 152.05 15.67%
o 27 39 51 63 7685 102 115 128 141
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38378: Naphthalene, 1,4,6-trimethyl-
170 10.20 10.40 10.60 10.80
m/z 171.10 14.98%
5000 155
0 39 51 63 7584 103 115 128 141 | |
m/z--> 20 40 60 8b 100 150 140 1éo 180 10.20 10.40 10.60 10.80

8270-BF061918_.M Fri Jul 13 07:33:00 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 12 Pentadecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.62 3.55 ng 83474 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Dodecane 170 C12H26 000112-40-3 68
5 2-methyloctacosane 408 C29H60 1000376-72-8 64

Abundance Scan 1408 (10.619 min): BF107125.D (-1402) (-) m/z 57.05 100.00%
85
HRR AR SUNILR SRR B
113 145167191 10.40 10.60 10.80 11.00
0’ e o o O I m/z 71.05 49.37%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 ERURR NN SUNRIL SRR B
10.40 10.60 10.80 11.00
sl | | m/z 43.05 30.63%
o L | Maa 188 51y
mz-> 0 50 100 150 200 250 300 350 400 '
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.05 25.80%
85
29 113 141 160 197 20
Ol bbb by =L 297 225 253 280 509 351 379 407 436
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane T
57 10.40 10.60 10.80 11.00
m/z 41.05 18.25%
5000 85
29
. PIL ] M3 141 160 107 205 253 296
mz-> 0 50 100 150 200 250 300 350 400 ' 10,40 10,60 10.80 11.00

8270-BF061918_.M Fri Jul 13 07:33:01 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 13 Undecane, 6-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.89 9.81 ng 215607 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 90
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 74
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 1454 (10.889 min): BF107125.D (-1449) (-) m/z 57.00 100.00%
57
5000
4 s
141 183 10.60 10.80 11.00 11.20
Obrrrretireb b 287 2 e 320 M7z 7110 77.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48842: Undecane, 6-ethyl-
57
5000 RN AR SN RN R
4 10.60 10.80 11.00 11.20
85 112 m/z 43.05 53.45%
‘ 154
N7 N . .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 29.66%
41
85 112
168
0 140 184 211 239255
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59891: Tridecane, 7-methyl- BN maE o
57 10.60 10.80 11.00 11.20
m/z 41.00 22 _.57%
5000 4
112
o L8| 155 183199
miz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20

8270-BF061918_.M Fri Jul 13 07:33:02 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 14 Octane, 3,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.33 4.03 ng 88443 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Heneicosane 296 C21H44 000629-94-7 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 1529 (11.330 min): BF107125.D (-1526) (-) m/z 57.00 100.00%
57
5000 85
4
113 196 11.00 11.20 11.40 11.60
168
0 ,," I d o 40 I8 228 38 Tnsz 71.100 71.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #19182: Octane, 3,5-dimethyl-
57
5000 L BRI UL B B
11.00 11.20 11.40 11.60
4 m/z 43.05 67.95%
||| 8 1,
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
11.00 1120 11,40 11.60
5000 a 85 m/z 85.10 44.87%
0l.15 "3 1m 160 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane R AR
57 11.00 11.20 11.40 11.60
m/z 41.00 28.88%
85
5000
4
113
o 28 | L 7, 14 169 197 225 53 296
m/z--> i4b&%mmmmmmmmnmmm%mmﬁ 11,00 11.20 1140 11.60

8270-BF061918_.M Fri Jul 13 07:33:02 2018 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 16 1-Isopropyloxy-2-trifluoroa... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.31 ng 50652 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropyloxy-2-trifluoroacetox... 248 C11H11F303 1000278-65-1 53
2 1,4-Methanoazulene-9-methanol, d... 222 C15H260 001139-17-9 41
3 Caparratriene 206 C15H26 1000374-08-7 41
4 2-Butanone, 4-(2,6,6-trimethyl-2._._ 194 C13H220 039721-65-8 41
5 5-(6-Amino-pyridin-2-ylcarbamoyl... 275 C12H13N503 1000317-89-8 18
Abundance Scan 1622 (11.877 min): BF107125.D (-1620) (-) m/z 57.10 100.00%
57

109

;

41
5000 125
149165 191 215 537
11.60 11.80 12.00 12.20
O prrrefbrtbs m/z 69.10 72.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100087: 1-Isopropyloxy-2-trifluoroacetoxybenzene
6! 9
43

27

ll.IGO ll.l80 12.IOO 12.I20
m/z 109.10  68.09%

5000

04

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

41 109
81 UL DR PR BN U
11.60 11.80 12.00 12.20
5000 m/z 95.10 62.62%
135 154 292
57 189
205

04

mmmwﬂmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66196: Caparratriene e BRREEEE
11.60 11.80 12.00 12.20

121 m/z 71.10 62.44%

5000

;

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20

8270-BF061918_.M Fri Jul 13 07:33:03 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 17 Phenanthrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.53 ng 77652 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81

Abundance Scan 1643 (12.001 min): BF107125.D (-1640) (-) m/z 192.05 100.00%

192

5000
0 m/z 191.10 64 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54746: Phenanthrene, 1-methyl-
192

ll.IGO ll.l80 12.IOO 12.I20 12.I40
m/z 189.10  31.43%

5000

165

39 63 96 115 139

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
192
R ERREEEEE S
11.60 11.80 12.00 12.20 12.40
5000 m/z 190.10 17.10%

83 165
ol15 39 63 99115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54734: Anthracene, 2-methyl-

11.60 11.80 12.00 12.20 12.40
m/z 193.10 16.43%

5000

T I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20 12.40

8270-BF061918_.M Fri Jul 13 07:33:04 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 18 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.16 4.79 ng 105339 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 90
Abundance Scan 1670 (12.160 min): BF107125.D (-1668) (-) m/z 57.05 100.00%
g7
5000 85

113 11.80 12.00 12.20 12.40
137 169 195 236 264285 315 : ; : >
o— T -l-'f'-‘l\%ﬁﬂ*ﬁﬂ‘f‘rﬂﬁﬂ‘w—rﬁ*ﬁ—h—ﬁﬂﬂﬂ—ﬁ m/z 71.10 66.25%

m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57
5000 LA L L L L L L I
85 11.80 12.00 12.20 12.40
29 m/z 43.10 62.48%
113
ol B 22
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
L B o
11.80 12.00 12.20 12.40
5000 m/z 85.10 46.51%
85
29 113 139 169 221
ol b Ly e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- L B o
57 11.80 12.00 12.20 12.40
m/z 55.00 27 .50%
5000 85
29
oLl “Mﬂ}ﬁ?”141162183 211 239 273 301322343 371 414
L B L e e R A e L B o
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On : 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 19 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.55 6.02 ng 132307 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 76
2 Octacosane 394 C28H58 000630-02-4 70
3 Hentriacontane 437 C31H64 000630-04-6 68
4 Tetratetracontane 619 C44H90 007098-22-8 68
5 Tetracosane 338 C24H50 000646-31-1 68

Abundance Scan 1736 (12.548 min): BF107125.D (-1734) (-) m/z 57.10 100.00%
g7
206
5000 85
NN BN UG
113 139 165 319 359 12.20 12.40 12.60 12.80
B .'|.-.'|L~ WL B | m/z 71.10 65.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 RN DR BN B B
nmnmnmnm
m/z 206.10 64 .33%
29 113 4
oL M i H L ‘1‘169 197 225 253 295 323 367
m/z--> éo 100 150 260 2éo 360 3éo 460 '
Abundance
57
12.20 12.40 12.60 12.80
5000 g5 m/z 43.00 60.37%
29 113
o 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 300 3%0 460 '
Abundance #223852: Hentriacontane O S o o S
57 12.20 12.40 12.60 12.80
m/z 85.10 44 . 35%
5000 85
113
o |77, 141 169 197 225 253 281 309 337 365 437
m/z--> % 1& ﬁo ﬁ 250 ﬁo @ 4& ! nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070518\
Data File : BF107125.D

Acq On 5 Jul 2018 14:29

Operator : JU/SJ

Sample - J3853-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 9.4 ng 164946 1 6.95 350447 20.0
unknown6.73 6.73 57.0 ng 998554 1 6.95 350447 20.0
unknown6.77 6.77 3.1 ng 54718 1 6.95 350447 20.0
Octane, 2,6-dimet... 8.64 2.3 ng 50757 2 8.24 442975 20.0
Tridecane 8.81 3.8 ng 83787 2 8.24 442975 20.0
Naphthalene, 1-me... 9.05 2.1 ng 45551 2 8.24 442975 20.0
Tetradecane 9.37 4.2 ng 98811 3 10.00 469672 20.0
Hexadecane 9.90 4.5 ng 105245 3 10.00 469672 20.0
Dodecane, 2-methyl- 10.40 6.7 ng 158284 3 10.00 469672 20.0
Naphthalene, 2,3,... 10.54 3.4 ng 78578 3 10.00 469672 20.0
Pentadecane, 2,6,... 10.62 3.5 ng 83474 3 10.00 469672 20.0
Undecane, 6-ethyl- 10.89 9.8 ng 215607 4 11.49 439396 20.0
Octane, 3,5-dimet... 11.33 4.0 ng 88443 4 11.49 439396 20.0
1-Isopropyloxy-2-_... 11.88 2.3 ng 50652 4 11.49 439396 20.0
Phenanthrene, 1-m... 12.00 3.5 ng 77652 4 11.49 439396 20.0
Pentadecane 12.16 4.8 ng 105339 4 11.49 439396 20.0
Hexacosane 12.55 6.0 ng 132307 4 11.49 439396 20.0
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