LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 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-BF111319.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 2.210 16 21 37 rvB 962520 1314946 23.88% 2.598%
2 4.528 409 415 419 rBVY 1822584 1954680 35.50% 3.862%
3 5.145 510 520 523 rBVY 3022849 4250636 77.20% 8.399%
4 5.445 567 571 575 rVB 81315 76156 1.38% 0.150%
5 5.528 580 585 589 rBV 529851 439482 7.98% 0.868%
6 5.763 621 625 632 rVB2 110104 115948 2.11% 0.229%
7 6.533 752 756 765 rBV2 2842755 3162656 57 .44% 6.249%
8 6.681 778 781 785 rBVY 1146220 1027241 18.66% 2.030%
9 6.745 789 792 796 rBV3 63381 77021 1.40% 0.152%
10 6.922 818 822 825 rBVY 1701752 1394239 25.32% 2.755%

11 6.975 828 831 835 rBvV 188329 162651 2.95% 0.321%
12 7.051 841 844 845 rBV 183433 136793 2.48% 0.270%
13 7.080 845 849 852 rVB 4621311 4030540 73.21% 7.964%
14 7.480 912 917 920 rBV 3284398 3075170 55.85% 6.076%
15 7.516 920 923 926 rVB 85263 73057 1.33% 0.144%

16 7.704 952 955 957 rBV2 58548 68199 1.24% 0.135%
17 7.733 957 960 970 rVB3 94845 134627 2.45% 0.266%
18 8.204 1035 1040 1043 rBV 1878045 1805882 32.80% 3.568%
19 8.798 1138 1141 1145 rBV 194628 158031 2.87% 0.312%

20 8.922 1160 1162 1165 rVB 103042 73422 1.33% 0.145%
21 9.022 1176 1179 1183 rBV2 76848 85500 1.55% 0.169%
22 9.163 1199 1203 1207 rBv4 47425 70841 1.29% 0.140%
23 9.233 1212 1215 1219 rVB2 88925 83596 1.52% 0.165%

24 9.286 1219 1224 1227 rBV 6390443 5505755 100.00% 10.879%
25 9.363 1234 1237 1247 rBV2 271870 338947 6.16% 0.670%

26 9.557 1265 1270 1273 rBV3 71701 99146 1.80% 0.196%
27 9.604 1275 1278 1279 rBV2 74901 70283 1.28% 0.139%
28 9.621 1279 1281 1284 rVV 128958 136099 2.47% 0.269%
29 9.674 1288 1290 1295 rVV 627861 685516 12.45% 1.355%
30 9.745 1299 1302 1304 rVB3 81017 70884 1.29% 0.140%

31 9.827 1313 1316 1321 rBV 83509 102567 1.86% 0.203%
32 9.898 1321 1328 1330 rBV 384525 348429 6.33% 0.688%
33 9.969 1336 1340 1343 rVV 2116504 1722969 31.29% 3.405%
34 10.004 1343 1346 1348 rVB3 76758 64992 1.18% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 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\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.074 1355 1358 1362 rBV2 58300 68068 1.24% 0.134%
36 10.127 1362 1367 1370 rBV5 54917 92854 1.69% 0.183%

37 10.169 1370 1374 1379 rVV3 124298 178277 3.24% 0.352%
38 10.216 1379 1382 1387 rVB3 93356 131980 2.40% 0.261%
39 10.286 1391 1394 1396 rBV 81679 77087 1.40% 0.152%
40 10.374 1406 1409 1411 rBV2 79802 100310 1.82% 0.198%

41 10.398 1411 1413 1416 rVB 490567 358553 6.51% 0.708%
42 10.516 1430 1433 1439 rBV5 78886 120369 2.19% 0.238%
43 10.621 1446 1451 1456 rBV 219546 269911 4_.90% 0.533%

44 10.674 1457 1460 1463 rVB3 74177 77867 1.41% 0.154%
45 10.704 1463 1465 1469 rBV3 50976 63281 1.15% 0.125%
46 10.739 1469 1471 1473 rBVY 78692 65205 1.18% 0.129%
47 10.874 1491 1494 1495 rBV 510952 431419 7.84% 0.852%
48 11.068 1524 1527 1529 rBV3 66441 71081 1.29% 0.140%
49 11.098 1530 1532 1535 rVB2 79817 72127 1.31% 0.143%

50 11.321 1567 1570 1573 rBV2 518520 473987 8.61% 0.937%

51 11.357 1573 1576 1578 rBV 270201 216465 3.93% 0.428%
52 11.463 1590 1594 1596 rBV 1741832 1534581 27.87% 3.032%
53 11.486 1596 1598 1601 rVvV 586227 492042 8.94% 0.972%
54 11.539 1604 1607 1609 rVB 122488 117662 2.14% 0.232%
55 11.751 1640 1643 1646 rVB 428870 337588 6.13% 0.667%

56 11.963 1677 1679 1680 rBV 112140 87692 1.59% 0.173%
57 11.992 1680 1684 1686 rVB2 186855 248301 4_.51% 0.491%
58 12.074 1695 1698 1701 rBV2 129532 121716 2.21% 0.241%
59 12.163 1710 1713 1716 rBV 349092 284591 5.17% 0.562%
60 12.445 1758 1761 1763 rBV2 97677 106594 1.94% 0.211%

61 12.515 1770 1773 1776 rBV2 122081 122535 2.23% 0.242%
62 12.551 1776 1779 1782 rBV 311644 280800 5.10% 0.555%
63 12.680 1797 1801 1805 rBV 688849 648084 11.77% 1.281%
64 12.768 1814 1816 1819 rBV2 101733 112978 2.05% 0.223%
65 12.910 1835 1840 1842 rBV 679361 770796 14 .00% 1.523%

66 13.051 1860 1864 1873 rVB 5032877 4532996 82.33% 8.957%
67 13.280 1901 1903 1905 rBV 170867 136109 2.47% 0.269%
68 13.627 1959 1962 1965 rBV2 141088 168270 3.06% 0.332%
69 13.951 2014 2017 2026 rVB2 360372 550716 10.00% 1.088%
70 14.109 2039 2044 2047 rBV2 1657168 1858885 33.76% 3.673%

71 14.133 2047 2048 2051 rVB 341606 184057 3.34% 0.364%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 15.168 2222 2224 2233 rVB 355521 699812 12.71% 1.383%
73 15.621 2297 2301 2305 rBV 1074500 1425747 25.90% 2.817%

Sum of corrected areas: 50608294
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF117845.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.21 18.86 ng 1314950 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 21 (2.210 min): BF117845.D (-16) (-) m/z 73.00 100.00%
3
5000 43
55 87
37 &7 2.20 2.30 2.40 2.50 2.60
ol Sl Sl e e W/Z 43.00  37.13%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U VRS DR AARAN AR RS
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 55.00 26.11%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 87.05 25.41%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- ‘A—y——y—y——y—y
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.33%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.53 28.04 ng 1954680 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 415 (4.528 min): BF117845.D (-409) (-) m/z 83.00 100.00%
55 83
5000 43 08
U L IR UL
420 4.40 4.60 4.80
o...,....,....,..?7:|i'-...‘.‘?'.|.:.?1..‘?7.,...77.,.'...,....~,.... m/z 55.00 84.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IBESSEBARABE N SRR
29 98 420 4.40 4.60 4.80
‘ m/z 98.00 37.17%
0 .|.‘ 37|.|| 4'9I| | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83
55 420 440 460 4.80
5000 43 m/z 43.00 36.91%
98
29
. 23] a7l|| a9] 638 77 | o |
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55 83 420 4.40 4.60 4.80
m/z 38.95 26.91%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... SN § GO ——
m/z--> 10 20 30 40 50 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.15 60.97 ng 4250640 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 521 (5.151 min): BF117845.D (-510) (-) m/z 42.95 100.00%
43
59
5000
101 .
480 5.00 5.20 5.40
83
o...,....,....,....,....',':...?.1.:I,...‘??....,.l...,...:,....l,l.l...,....,....,...., m/z 59.00 59.80%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL IR B
59 480 500 520 540
m/z 101.00 24 .14%
15 31 101
0 il N =2 | 83 ,
RS RN IRARA RN NS RRARE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16.14%
68
0 Ill_s0 4| 126 142
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LA L L L L L B
43 480 5.00 5.20 5.40
m/z 40.95 9.15%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY IS S R L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.68 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.68 14.74 ng 1027240 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 781 (6.681 min): BF117845.D (-778) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . . : :
o |78 | ysus Wl w7z 68.00 39.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000 LA L L L L L B L L BB
6.40 6.60 6.80 7.00
m/z 134.00 31.59%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
T
69 104 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.65%
31 5l 8
0 ‘ L1 H (1 . |
e e LA A B o o o I LA i o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.26%
5000 98 116
b e g | s s
m/z--> 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\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 17

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

6.97 2.33 ng 162651 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 50
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50

Abundance Scan 830 (6.969 min): BF117845.D (-828) (-) m/z 57.00 100.00%
57
5000 a1
70 go
49 98 120 6.60 6.80 7.00 7.20 7.40
01 m/z 40.95 40.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 6.60 6.80 7.00 7.20 7.40
29 70 g3 m/z 43.10 32.51%
ol 18 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #74058: Heptyl isobutyl carbonate
57
6.60 6.80 7.00 7.20 7.40
5000 m/z 55.00 26 .06%
41 o
0 ”I'”'I”'wl”'JHL'W'J“IJ“Jl”"E?'W"ﬂﬁ'”'l”}ﬁ?'”I'”'I'“'I”'%ﬁ%'ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19191: Octane, 2,3-dimethyl- R RN an B E e e e
57 6.60 6.80 7.00 7.20 7.40

m/z 56.10 21.33%

5000 41 98

14 \\ Ll “ 8 | 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Tetradecane Concentration Rank 11

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

9.36 3.93 ng 338947 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 86
3 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 55

Abundance Scan 1237 (9.363 min): BF117845.D (-1234) (-) m/z 57.00 100.00%
g7
43
71
5000 85

9.00 9.20 9.40 9.60

9 111123 141 155 160179 193

01 Sl o m i s S m/z 43.00 78.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane
57
43
71
5000 LA L L L L L B
9.00 9.20 9.40 9.60
29 m/z 71.05 60.02%
oL 15 | .L 99 113 127 141 155 169
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48855: Undecane, 2,3-dimethyl-
43 57
e R BRIt
1 9.00 9.20 9.40 9.60
5000 85 m/z 41.00 41.44%
29 ‘ o 140
ol b bl s | ase
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48916: Nonane, 5-(2-methylpropyl)- R B e o
43 57 71 9.00 9.20 9.40 9.60
m/z 85.05 39.49%
85
5000
126
0 “ LIl i) i 98 111 M 140 154
R e e B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF111319.M Tue Nov 19 16:08:06 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Hexadecane Concentration Rank 10

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

9.90 4.04 ng 348429 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 80
3 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 72
4 Decane. 3-methvl- 156 Cl11H24 013151-34-3 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1328 (9.898 min): BF117845.D (-1321) (-) m/z 57.00 100.00%
57
43
71
5000 85
AR S BN R
9.60 9.80 10.00 10.20
113
3 — AL el .-", o MAT Ao aso Ara 191 212 | Tnzz 43.00 72.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 AR SRR R U
960 980 1000 1020
29 m/z 71.10 61.62%
oL 15 | I %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83024: Hexadecane
43 57
71 '9.60 9.80 10.00 10.20
5000 o m/z 85.10 40.02%
29
. L‘ I | 9 us 127 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 200 250
Abundance #28441: Nonane, 3,7- dlmethyl L L L L L BB B
57 9.60 9.80 10.00 10.20
m/z 41.05 36.89%
43 71
5000
29 85
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 200 250 960 980 1000 1020

8270-BF111319.M Tue Nov 19 16:08:06 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Naphthalene, 2,3,6-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.17 2.07 ng 178277 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 91
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 83
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 58
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 49
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 49

Abundance Scan 1374 (10.169 min): BF117845.D (-1370) (-) m/z 155.00 100.00%

185 170

5000
39 102 115 128 9.80 10.00 10.20 10.40
(0} m/z 170.10 94 _.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170
155
5000
9.80 10.00 10.20 10.40
m/z 167 .95 77.69%
oL 15 27 39 51 63 76 g9 102 115 128 141 ‘
- IIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155 170
9.80 10.00 10.20 10.40
5000 m/z 138.95 36.25%
115 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38369: Naphthalene, 1,4,6-trimethyl- N e Y
155 9.80 10.00 10.20 10.40
170 m/z 169.00 27 .36%
5000
115 128
51 63 77 141 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF111319.M Tue Nov 19 16:08:07 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.40 4.16 ng 358553 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Dodecane 170 C12H26 000112-40-3 86
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 83
4 Decane. 3-methvl- 156 C11H24 013151-34-3 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
Abundance Scan 1413 (10.398 min): BF117845.D (-1411) (-) m/z 57.00 100.00%
57
5000 85
3 113 155 10.00 10.20 10.40 10.60 10.80
ol el g 7mA8 O 182202 226 "m/z 43.05 74.17%
m/z--> 50 100 150 200 250 300
Abundance #83024: Hexadecane
57
5000 U BRI
85 mmmmmmmmmm
29 m/z 71.10 61.50%
o L 188 141 169 226
m/z--> 55 160 1%0 260 2éo 360 '
Abundance #38315: Dodecane
57
10,00 10.20 10.40 10.60 10.80
5000 m/z 85.05 43 .39%
85
29
oL .“. I |‘|' Il I.\Iullflle ‘.1‘.11| IlTOI —————
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢ P T T
7 112 10.00 10.20 10.40 10.60 10.80
9% m/z 41.00 36.49%
5000
132
0 H'\ Mm 1?31?1 216 245 312 342
m/z--> % o 250 3& ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.62 3.13 ng 269911 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 72
4 Decane. 2.6.8-trimethyl- 184 C13H28 062108-26-3 68
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
Abundance Scan 1451 (10.621 min): BF117845.D (-1446) (-) m/z 57.00 100.00%
g7
71
5000 43
85 N oS A SR
99 1135, 169153 10.40 10.60 10.80 11.00
Otk b IRTIAE TS 20017 o 71,05 52.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane
43 37

10.40 10.60 10.80 11.00
m/z 43.00 49.32%

5000

29
99 113127141155

184

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
71 T
43 10.40 10.60 10.80 11.00
5000 m/z 41.00 26.62%
85
29
9911312
0 | L M il T 141155169183197211225239253267282
AR o e  RAAN AAS EEAEE LR EE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117640: Tridecane, 7-hexyl- A L R REmms e
43 57 10.40 10.60 10.80 11.00
m/z 85.10 26.48%
29 71
5000 85
182
99
o I T H 197211225240 266
e e e e e e P e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00

8270-BF111319.M Tue Nov 19 16:08:08 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.87 5.62 ng 431419 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 1493 (10.868 min): BF117845.D (-1491) (-) m/z 57.00 100.00%

g7
5000 85

10.60 10.80 11.00 11.20

1113 141 169 197 232

(| e m/z 43.00 75.15%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57
5000 LA L L L L L LB
85 10.60 10.80 11.00 11.20
29 m/z 71.05 62.81%
oLt ) 113141 184
e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
B e
10.60 10.80 11.00 11.20
5000 m/z 85.05 40.62%
85
29
oL )l ) %3141 160 197 225 253 281 323 351 380
L e o e SR B e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B o B R et
57 10.60 10.80 11.00 11.20
m/z 41.00 36.53%
85
5000
29 113
oL L. TS 169 197 225 253 2%
e R A S R R
m/z--> 50 100 150 200 250 300 350 10 60 10. 80 11. 00 11. 20

8270-BF111319.M Tue Nov 19 16:08:08 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Dodecane, 1l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.32 6.18 ng 473987 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. l-iodo- 296 C12H251 004292-19-7 52
2 Eicosane 282 C20H42 000112-95-8 52
3 Heptacosane 380 C27H56 000593-49-7 52
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 49
5 Decane, 3-methyl- 156 C11H24 013151-34-3 43
Abundance Scan 1570 (11.321 min): BF117845.D (-1567) (-) m/z 57.00 100.00%
57
5000 85
125 USRI IR IR B
J 157 15201 on e, 277 11.00 11.20 11.40 11.60
ol 34, .1.-1.-'.‘,0:?“.". b b AR m/z 43.00 78.20%
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo-
57
5000 85 SR SO UM SRR SR
11,00 11.20 11.40 11.60
m/z 71.05 67 .69%
ﬁg | 13 195 g
0.'..‘..'.‘...'......................
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
11.00 11.20 11.40 11.60
5000 m/z 41.00 51.02%
85
29
o ‘\“ Lyl s 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e AREEEEEaSEE
57 11.00 11.20 11.40 11.60
m/z 85.05 44 _76%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1100 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 13 Hexadecane, 2,6,10,14-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.82 ng 216465 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 64
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 64

Abundance Scan 1577 (11.363 min): BF117845.D (-1573) (-) m/z 57.00 100.00%

5000

11.00 11.20 11.40 11.60
m/z 71.10  78.55%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-

5000

11,00 11.20 1140 11.60
m/z 43.05  44.41%

29
183 211

253 282

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
R R R S
11.00 11.20 11.40 11.60
5000 85 m/z 85.10 42 .64%
113 141 169
0 i J l u J | 1197‘2?5 253 281 309 337 365 437
L e o e o T B S S e e LML
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- L B e S
57 11.00 11.20 11.40 11.60
m/z 184.00 41 .15%
5000 85
113
ol A M de3 1 meo67206 A AL
m/z--> 50 100 150 200 250 300 350 400 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tridecane, l-iodo- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.75 4.40 ng 337588 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1643 (11.751 min): BF117845.D (-1640) (-) m/z 57.00 100.00%
57
5000 85
113 11.40 11.60 11.80 12.00
141
ol -.\, b T ML 169 202205246268 “mjz 43.05  73.37%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 R DAL SUMR R B S
11.40 11.60 11.80 12.00
m/z 71.10 66 .46%
29 113
oL L b a P14 160 107 225 268
m/z--> 50 100 1éo 200 250 300 350
Abundance #202662: Heptacosane
57
11,40 11,60 11.80 12,00
5000 m/z 85.00 45_.13%
85
o 2910 J 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 N
Abundance #152416: Tridecane, 1-iodo- AR RamaE T
57 11.40 11.60 11.80 12.00
m/z 41.00 33.05%

o 1 W
28
NERRNETEE

rh ‘I\ A | 1 310

m/z--> 50 100 150 200 250 300 350

o

11.40 11. 60 11. 80 12. 00

8270-BF111319.M Tue Nov 19 16:08:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.24 ng 248301 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 91
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 86
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 83
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 76
Abundance Scan 1684 (11.992 min): BF117845.D (-1680) (-) m/z 192.00 100.00%
192
5000
Per T o 168 208 11.60 11.80 12.00 12.20 12.40
113 129 152 | 179 . . . . .
ol 222230290262 | "m/z 191.00 66.21%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
5000 DR IR B

11:60 11.80 12.00 12,20 12.40
m/z 189.00  27.90%

83 96 165
0 63 115 139151
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54753: Phenanthrene, 1-methyl-
192
T T
11.60 11.80 12.00 12.20 12.40
5000 m/z 43.00 20.72%
165
L2739 63 82 96 115 139152 | 178 h
R e e L R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl- B B E e
192 11.60 11.80 12.00 12.20 12.40
m/z 193.05 18.74%
5000
94 165
oL 27 5063 76, 115 139152 | 178 |
R R e e e B e o e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.16 3.71 ng 284591 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 81
4 Hexadecane 226 C16H34 000544-76-3 76
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 1713 (12.163 min): BF117845.D (-1710) (-) m/z 57.00 100.00%
57
5000 85
113 141 11.80 12.00 12.20 12.40
ol A i 77, 70160180 212 243262282 | Tnzz  71.10 | 68.46%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR SRR DA SN B
11,80 12.00 12.20 12.40
m/z 43.00 68.30%
oL U4 || Wi .1‘.?9 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 11:80 12.00 12.20 12,40
5000 m/z 85.05 51.13%
29 113
oL L. | |4 77,241 160 197 225 253 206
m/z--> 50 100 1éo 200 250 300 350
Abundance #202662: Heptacosane B R B e
57 11.80 12.00 12.20 12.40
m/z 41.00 32.82%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1% 200 250 300 350 11,80 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.55 3.66 ng 280800 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 62
3 Heneicosane 296 C21H44 000629-94-7 62
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 1779 (12.551 min): BF117845.D (-1776) (-) m/z 57.00 100.00%

57

5000

206 12.20 12.40 12.60 12.80
225 247 267 291 - : : :

m/z 71.10 68 .05%

189

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
5|7

5000

12.20 12.40 12.60 12.80
m/z 43.10 62.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57
USRS R AR
12.20 12.40 12.60 12.80
5000 85 m/z 85.10 50.08%

‘ L4 M 141 160 197 opspap 268

ol 2l b L T 109 197 225040 2B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R B .
57 12.20 12.40 12.60 12.80
m/z 41.05 29.61%
85
5000
4
113
. 2 | | R e 197 225 253268 29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117845.D

Aca On : 18 Nov 2019 19:48

Operator :© JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1-Docosene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.95 5.93 ng 550716 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Octadecene 252 C18H36 000112-88-9 86
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 70
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 62
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 62

Abundance Scan 2017 (13.951 min): BF117845.D (-2014) (-) m/z 57.00 100.00%
57
5000 83 230
111 e
139 174 13.60 13.80 14.00 14.20
o4, iy ST “. | ,256280 307328347 389 | sz 43.00  86.88%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000 R L SRS B
29 1360 13.80 14.00 14.20
195 m/z 71.10 67.51%
ol L L 153 181 308
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #104183: 1-Octadecene
43
83 NSRRI SN B
13.60 13.80 14.00 14.20
5000 m/z 55.00 56.79%
111 }meMMJWJ\WNWMﬂme
0 }‘ 4| \ \ 410 168 196 224 292
m/z--> 50 100 150 200 250 300 350 '
Abundance #119526: 1-Dodecanol, 2-hexyl- T
57 13.60 13.80 14.00 14.20
m/z 230.00 50.08%
5000 85
111
29
ol b L4 ) 473,167 106 224 252
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111819\
Data File : BF117845.D

Acq On : 18 Nov 2019 19:48

Operator : JU

Sample - K5865-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.21 18.9 ng 1314950 1 6.92 1394240 20.0
3-Penten-2-one, 4. .. 4 .53 28.0 ng 1954680 1 6.92 1394240 20.0
2-Pentanone, 4-hy... 5.15 61.0 ng 4250640 1 6.92 1394240 20.0
unknown6 .68 6.68 14.7 ng 1027240 1 6.92 1394240 20.0
1-Hexanol, 2-ethyl- 6.97 2.3 ng 162651 1 6.92 1394240 20.0
Tetradecane 9.36 3.9 ng 338947 3 9.97 1722970 20.0
Hexadecane 9.90 4.0 ng 348429 3 9.97 1722970 20.0
Naphthalene, 2,3,... 10.17 2.1 ng 178277 3 9.97 1722970 20.0
Dodecane 10.40 4.2 ng 358553 3 9.97 1722970 20.0
Tridecane 10.62 3.1 ng 269911 3 9.97 1722970 20.0
Heptacosane 10.87 5.6 ng 431419 4 11.46 1534580 20.0
Dodecane, 1-iodo- 11.32 6.2 ng 473987 4 11.46 1534580 20.0
Hexadecane, 2,6,1... 11.36 2.8 ng 216465 4 11.46 1534580 20.0
Tridecane, l1l-iodo- 11.75 4.4 ng 337588 4 11.46 1534580 20.0
Anthracene, 2-met... 11.99 3.2 ng 248301 4 11.46 1534580 20.0
Eicosane 12.16 3.7 ng 284591 4 11.46 1534580 20.0
2-Bromo dodecane 12.55 3.7 ng 280800 4 11.46 1534580 20.0
1-Docosene 13.95 5.9 ng 550716 5 14.11 1858890 20.0
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