LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032019\

Data File : BF113167.D

Acq On - 20 Mar 2019 13:20 Instrument :
Operator : JU/SJ BNA_F

Sample - K1989-01 ClientSampleld :
Misc : DRUM-1-2

ALS Vial : 6 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-BF022719_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 5.340 548 553 556 rBVY 3303995 3290813 82.29% 8.425%
2 6.369 723 728 731 rBV 3295891 3810803 95.29% 9.757%
3 6.492 744 749 752 rBV 3816994 3785737 94.66% 9.693%
4 6.557 756 760 772 rVB 82727 101723 2.54% 0.260%
5 6.722 784 788 791 rBVY 836613 743433 18.59% 1.903%
6 6.881 810 815 818 rBV 2612841 2529203 63.24% 6.476%
7 7.281 878 883 886 rBV 1895402 2025139 50.64% 5.185%
8 7.945 993 996 999 rBvV 74712 60782 1.52% 0.156%
9 8.004 1001 1006 1011 rBV 1008848 993396 24.84% 2.543%
10 8.604 1104 1108 1111 rBV 98930 79411 1.99% 0.203%

11 9.080 1184 1189 1192 rBV 4364463 3999266 100.00% 10.239%
12 9.169 1199 1204 1208 rBV2 156068 166224 4.16% 0.426%
13 9.422 1243 1247 1252 rBV 455885 418156 10.46% 1.071%
14 9.469 1252 1255 1257 rBV 395635 362638 9.07% 0.928%

15 9.575 1270 1273 1275 rBV3 61824 50031 1.25% 0.128%
16 9.627 1278 1282 1285 rBV5 44451 73040 1.83% 0.187%
17 9.669 1286 1289 1291 rVvVv2 100988 84615 2.12% 0.217%

18 9.698 1291 1294 1298 rVB 198344 169003 4.23% 0.433%
19 9.751 1298 1303 1309 rBV3 1516918 1620967 40.53% 4._.150%
20 10.022 1346 1349 1352 rBV3 96812 98968 2.47% 0.253%

21 10.163 1370 1373 1375 rBV3 133000 115976 2.90% 0.297%
22 10.192 1375 1378 1381 rVV 294019 247388 6.19% 0.633%

23 10.292 1393 1395 1397 rBV2 51002 51124 1.28% 0.131%
24 10.416 1413 1416 1421 rVB 202512 211806 5.30% 0.542%
25 10.498 1428 1430 1433 rBV3 64727 56883 1.42% 0.146%

26 10.539 1433 1437 1441 rBV 2443631 2728256 68.22% 6.985%
27 10.669 1456 1459 1467 rBV2 441511 699537 17.49% 1.791%
28 11.116 1532 1535 1537 rBV 680065 612657 15.32% 1.569%
29 11.145 1537 1540 1544 rVB 408931 382542 9.57% 0.979%
30 11.233 1551 1555 1558 rBV 1220076 1059088 26.48% 2.712%

31 11.539 1604 1607 1610 rVB 475497 359419 8.99% 0.920%
32 11.774 1644 1647 1649 rBV 538781 474223 11.86% 1.214%
33 11.833 1655 1657 1660 rBV2 173917 211963 5.30% 0.543%
34 11.945 1673 1676 1679 rBV 513955 440446 11.01% 1.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.098 1700 1702 1704 rBV 212882 231249 5.78% 0.592%

36 12.227 1722 1724 1727 rBV 336703 275874 6.90% 0.706%
37 12.333 1740 1742 1745 rBV 481434 436127 10.91% 1.117%
38 12.474 1764 1766 1769 rBV 326346 429146 10.73% 1.099%
39 12.551 1776 1779 1781 rBV2 465828 514581 12.87% 1.317%
40 12.710 1803 1806 1808 rBVY 530983 544260 13.61% 1.393%

41 12.821 1821 1825 1828 rBV 3284808 3702495 92.58% 9.480%
42 13.192 1885 1888 1891 rBVY 622246 809498 20.24% 2.073%

Sum of corrected areas: 39057886
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032019\

BF113167.D

20 Mar 2019 13:20

JussJ

K1989-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 unknown6.49 Concentration Rank 1

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

6.49 101.85 ng 3785740 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF113167.D (-744) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 6 620 640 6.60 6.80
54 104 : : : :
o T .6?:.'.| SRR S W . S [ N m/z 68.00 43.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR AR R
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.31%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 28.18%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L L B

132 6.20 6.40 6.60 6.80
m/z 69.00 16.66%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 18

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

6.56 2.74 ng 101723 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 28

Abundance Scan 760 (6.557 min): BF113167.D (-756) (-) m/z 45.00 100.00%
45 &
5000 .
i 6.20 'é\hb'”'é'eb' 680
104 : : : :
0..,....,....,....,-.|!:.,...-.I-....,Il.'..,...E??....,.-.-..,....,....,....,....,... m/z 59.00  34.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 20.20%
ol gl 89 104 196 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.20 6.40 6.60 6.80
5000 m/z 42.95 13.95%
59 72
31 89
ol 15 103 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)-
45 6.20 6.40 6.60 6.80
m/z 73.00 12.92%
5000 59
29
90
15 75
0'W”'W”'W“'W”'W”'W”'W'”W'”W'”EQ%W'”W'”'P”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80

8270-BF022719.M Fri Mar 22 18:40:41 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 4 Decane, 2,3,5-trimethyl- Concentration Rank 20

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

9.70 2.09 ng 169003 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 1294 (9.698 min): BF113167.D (-1291) (-) m/z 57.00 100.00%
g7
0 8 W
AR S R R
113 9.40 9.60 9.80 10.00
ol b gm0 d6r 212 m/z 43.00 73.37%
m/z--> 50 100 150 200 250 300 350
Abundance #48894: Decane, 2,3,5-trimethyl-
57
5000 B I L LN UL
85 9.40 9.60 9.80 10.00
m/z 71.00 62.59%
29 141
0 .“. MI‘MI ‘l‘.“.“‘llul?.l‘ |16|9| T —
m/z--> 50 100 150 200 250 300 350
Abundance
57

9.40 9.60 9.80 10.00

5000 m/z 85.00 38.58%
85
29
0 113 141 169 197 226
R o o R T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane I e e
57 9.40 9.60 9.80 10.00
m/z 41.00 36.37%
5000
85
29
N 141 169 107 225 253 281 323 351 380
e T T o A = = et e
m/z--> 50 100 150 200 250 300 350 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Bacchotricuneatin c Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.19 3.05 ng 247388 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Hexadecane 226 C16H34 000544-76-3 97
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1378 (10.192 min): BF113167.D (-1375) (-) m/z 57.00 100.00%
57
5000 85
3 113 9.80 10.00 10.20 10.40 10.60
ol e 70 I 172 208226 "m/z 43.00 71.55%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 SRR A SRR BN B
9.80 10.00 10.20 10.40 10.60
132 m/z 71.00 56.38%
o L a7t 216 aas 312 342
m/z--> 55 160 1éo 200 250 360 '
Abundance
57
9.80 10.00 10.20 10.40 10.60
5000 m/z 85.00 39.56%
85
29
0 113 141 169 197 226
m/z--> 55 160 1éo 200 250 360 '
Abundance #59879: Tetradecane R R B
57 9.80 10.00 10.20 10.40 10.60
m/z 41.00 31.62%
5000 85
29
0 \‘ \} |\ Il I 1:!-3 n 14\.1 ) 169 19\8
m/z--> 55 160 150 200 2%0 300 ' 9%0 1050 1dzo 1d4o 10%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Decane, 2,6,8-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.61 ng 211806 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 81
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 74
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 74
4 Hexadecane 226 C16H34 000544-76-3 59
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
Abundance Scan 1417 (10.422 min): BF113167.D (-1413) (-) m/z 57.00 100.00%
57
5000
85
4 TTT T [T T T T[T TT T [ TT T T[T
145 169 187202 10.20 10.40 10.60 10.80
0....,....,|'...|,..':.,'..-.:i,...1.',-1..2.9.,.'-...,....,....,...2.29.2.3.?.... 302 Tm/z 71.00  46.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48893: Decane, 2,6,8-trimethyl-
57
5000 I UL UL UM AR
10,20 1040 10.60 10.80
4 m/z 43.00 38.95%
0 ‘\ by 8J5 , 113 155 184
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
" 10.20 10.40 1060 10.80
5000 85 m/z 85.00 28 .49%
41
113 169
ol 26 128 149 248
meﬂmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48872: Undecane, 2,5-dimethyl- e
57 10.20 10.40 10.60 10.80
m/z 41.00 17.67%
5000
4 112
0 85 7 am 169184
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.67 13.21 ng 699537 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane 184 C13H28 000629-50-5 93
3 Heneicosane 296 C21H44 000629-94-7 83
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
Abundance Scan 1459 (10.669 min): BF113167.D (-1456) (-) m/z 57.00 100.00%
57
5000 85
4
113 169184 10.40 10.60 10.80 11.00
0....,....-,"... bl A T AL ead 0 m/z 43.00  66.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 IR SRR S S I
4 10,40 10,60 10.80 11.00
m/z 71.00 61.80%
o [ e - - 197212 240
m/z--> 20 Jo 60 éo 160 150 140 1éo 180 200 220 240 260 280 300
Abundance
57
10.40 10,60 10.80 11.00
5000 a1 85 m/z 85.00 41.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane L
57 10.40 10.60 10.80 11.00
m/z 41.00 33.40%
5000 4 35
ol 15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296
m/z--> 20 4b 60 éo 160 150 140 1éo 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Heptadecane, 8-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.12 11.57 ng 612657 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1536 (11.121 min): BF113167.D (-1532) (-) m/z 57.00 100.00%

g7
5000 85

\ 113 141 170 10.80 11.00 11.20 11.40
ol b L L 0 soe22raee n7 T 43,00 69.33%

m/z--> 50 100 150 200 250 300 350
Abundance #105898: Heptadecane, 8-methyl-
57
85
5000 LA L L L L L L LB L |
26 10.80 11.00 11.20 11.40
126, m/z 71.00 67.09%
o manme
m/z--> 50 100 150 200 250 300 350
Abundance
57
B AL an o e
10.80 11.00 11.20 11.40
5000 m/z 85.00 45_.80%
85
29
0 113 141 160 197 225 253 281 323 351 380
T T T T T T e T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane R B B B
57 10.80 11.00 11.20 11.40
m/z 41.00 32.88%
5000 85
29
oLl L ||t 1 160 197 55 254
— T T T T T s e Ry
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.15 7.22 ng 382542 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1541 (11.151 min): BF113167.D (-1537) (-) m/z 57.00 100.00%

57
5000 85

10.80 11.00 11.20 11.40

3 155 179197
ob 2 b b .-.:l. A2 A e M/Z 71.00  79.95Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LA L L L L L L B
85 10.80 11.00 11.20 11.40
29 13 m/z 43.00 50.95%
ob L 14T 167183 211 253 282
T T e e e e T T [ e T [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R e A EEERE
10.80 11.00 11.20 11.40
5000 85 m/z 85.00 43.92%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- AR B
57 10.80 11.00 11.20 11.40
m/z 41.00 25.37%
5000 85
113
o4 | o 14l 183 211 239 267 296
R AR Ea e e e RRiaaaasasast B B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 80 11.00 11.20 11.40

8270-BF022719.M Fri Mar 22 18:40:46 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.54 6.79 ng 359419 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 80
Abundance Scan 1607 (11.539 min): BF113167.D (-1604) (-) m/z 57.00 100.00%
57
43
71
5000 85
99 2on 11040 1160 11 a0
113127 11.20 11.40 11.60 11.80
Olrrrprrreitbr by bbb oy 109183107211205 246 268 | "z 43.00  69.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane
57
43 | 7
5000 85 L BRI DAL BRI SR
11.20 11.40 11.60 11.80
m/z 71.00 59.61%
‘ ‘ 9113, 169
0 15»\\\w\w19w e 288
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
BN 11:20 1140 11.60 11.80
5000 85 m/z 85.00 44 .04%

29 99
113127141155169183197211225039 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane R A REaRE T

57 11.20 11.40 11.60 11.80

43 | 5 m/z 41.00 27.84%
85
5000
29 99
113
ol1s | | | | | | YP12741155160183107011 240
SN N N P b L2 . B e B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

8270-BF022719.M Fri Mar 22 18:40:47 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 8.96 ng 474223 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Heptadecane 240 C17H36 000629-78-7 40
Abundance Scan 1646 (11.768 min): BF113167.D (-1644) (-) m/z 43.00 100.00%
43 73
57
5000
129
97 213 DN BRI BRI UL
115 157171185 11.40 11.60 11.80 12.00
143 199 | 227 943256
Obprreri 2437 211 m/z 72.95 89.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129 L DAL B DGR SURBLILE B
83 umnmumnm
. 213 m/z 57.00 81.09%
143 171185 199
0‘

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

Abundance
43 57 73
L BT o e
11.40 11.60 11.80 12.00
5000 - 129 m/z 60.00 79.10%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455; Tetradecanoic acid A RamsES L s L
73 11.40 11.60 11.80 12.00
m/z 41.00 67.22%
43
5000 5 129
185
115 228
et e | g
0,.”.“.h‘n: - P M i e AL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00

8270-BF022719.M Fri Mar 22 18:40:48 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.00 ng 211963 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 80
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 74
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 72
Abundance Scan 1656 (11.827 min): BF113167.D (-1655) (-) m/z 57.00 100.00%
5000 85
3 109127 169 208 11.60 11.80 12.00 12.20
ol i 21200000, 242261281302 m/z 43.00 59.78%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR LRI SULELLS I U

11.60 11.80 12.00 12.20
m/z 71.00 51.08%

113

oL L Lol 7T, 141 169 197 225 253 295 323 367
——tp A e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R A
11.60 11.80 12.00 12.20
5000 m/z 85.00 40.39%
85
o i U139 160 210 239 273201
—— T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecy! ester R mEEEE RS S
57 11.60 11.80 12.00 12.20
m/z 41.00 29.86%
5000
85
29
oLl w I J { Mlll 139 169 196 225 250 289
i — . — e R
m/z--> 50 100 150 200 250 300 350 11. 60 11. 80 12. 00 12 20

8270-BF022719.M Fri Mar 22 18:40:49 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.95 8.32 ng 440446 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1677 (11.951 min): BF113167.D (-1673) (-) m/z 57.00 100.00%
g7
5000 85
113 11.60 11.80 12.00 12.20
0 ..JV.J-lllﬂ.3?@5?ﬁ?? 211 241264262302 | "n/z 43.00 64.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR SR SRR BN S B

11. 60 11. 80 12. 00 12.20

m/z 71.00 60.97%
29
oL ‘\ Ji h\ | [t 169 197 225 253 282
- L S s e
miz--> 50 100 150 200 250 300 350
Abundance
57
MM
11.60 11.80 12.00 12.20
5000 85 m/z 85.00 45.86%
140
oL 38 113 82 205 226
N e
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane B B .
57 11.60 11.80 12.00 12.20
m/z 41.00 26.76%
5000
85
29
o | | 113 141 169 197 225 253 281 323 351 380
e e A . MM
miz--> 50 100 150 200 250 300 350 11/60 11.80 12.00 12.20

8270-BF022719.M Fri Mar 22 18:40:49 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Borane, diethyl(decyloxy)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.10 4_.37 ng 231249 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 87
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 81
Abundance Scan 1702 (12.098 min): BF113167.D (-1700) (-) m/z 57.00 100.00%
g7
85
5000

11.80 12.00 12.20 12.40
m/z 71.00 74.63%

05
0 | 126141 165182196211 238253 274 29
ey
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #82843: Borane, diethyl(decyloxy)-
57
85
5000 LA L L L L L L L L LB
11. 80 12. 00 12 20 12. 40
4 141 m/z 43.00 69.32%
ol-2 \ L | | 100 124 ‘ 169 197 226
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
R A
11.80 12.00 12.20 12.40
5000 1 o m/z 85.00 59.79%
0 27 111325 141 182 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl- R R R
57 11.80 12.00 12.20 12.40
m/z 55.00 33.36%
85
5000 4
1z M0 168
ol ALy |0 | 1183 onn 2m 26728
R L o o R R o e ARARERRE R R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12 20 12. 40

8270-BF022719.M Fri Mar 22 18:40:50 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 15 Heptadecane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.23 5.21 ng 275874 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 86
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 81
3 Nonadecane 268 C19H40 000629-92-5 81
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 78
Abundance Scan 1724 (12.227 min): BF113167.D (-1722) (-) m/z 57.00 100.00%
57
5000 P
4 S
113 12.00 12.20 12.40 12.60
141 169
Olrreprrrrfbrbe b bbb et et e rro20 244 267 295 1 Tnzz 71.00  55.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105900: Heptadecane, 3-methyl-
57
85
5000 LN UL UM UM B
225 12.00 12.20 12.40 12.60
4 113 9p9 m/z 43.00 44 _52%
169
o...,..‘..,‘...“ I .“*‘---“.--‘-“-.-“---.‘---‘- S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
1200 12.20 1240 12.60
5000 Al 85 m/z 85.00 36.90%
113 155
o 137 183 210025240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117636: Nonadecane R mEEEE RS S
57 12.00 12.20 12.40 12.60
m/z 41.00 22.10%
5000 4 85
‘ . 268
L) L Lol 190 197 22500 |
m/z--> 20 45 eb 85 160 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF022719.M Fri Mar 22 18:40:51 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.33 8.24 ng 436127 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1741 (12.327 min): BF113167.D (-1740) (-) m/z 57.00 100.00%

g7
5000 85

12.00 12.20 12.40 12.60

113 141 168183 211 232 255 274 293

Ol el o b e roos0s, (211 282 285 274293 1 “n/z  43.00  62.64%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 TT TTTT TTTT TTT T T
12100 1220 12,40 12.60
4 s m/z 71.00 55.90%
oL 2 Ll B 160 19r a5 psag 206
N i e S M e . Se-cs Rt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e
12.00 12.20 12.40 12.60
5000 85 m/z 85.00 44_98%
41
ol 26 13 141 169 197 o225p40 268
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane R a R mamEE L
57 12.00 12.20 12.40 12.60
m/z 41.00 26.38%
5000 85
4
113
e B e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF022719.M Fri Mar 22 18:40:52 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.47 8.10 ng 429146 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Docosane 310 C22H46 000629-97-0 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 1765 (12.468 min): BF113167.D (-1764) (-) m/z 57.00 100.00%
g7
5000 85
4

12.20 12.40 12.60 12.80
| 137154 182199217
S— - ,..|'..,-':..:|'|..':l. S (230201207 296316 | "m/z  43.00  60.44%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 LA L L L L L LB
4 12 20 12. 40 12. 60 12. 80
‘ 140 168 m/z 71.00 57 .40%
R T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R N RARE SRR m e
85 12.20 12.40 12.60 12.80
5000 m/z 85.00 45 _.53%
41
113
ol 25 141 169 197 225 253 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane R EEEEE RS
57 12.20 12.40 12.60 12.80
m/z 41.00 25.58%
5000 85
4
o ‘ L [P M 160 197 o5 254
uqnnpuqu”.”q””.”.””.”.””.”.”u.”.””.u.nnp. R N RARE SRR m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.55 9.72 ng 514581 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 60
3 Eicosane 282 C20H42 000112-95-8 58
4 Tridecane 184 C13H28 000629-50-5 53
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 1779 (12.551 min): BF113167.D (-1776) (-) m/z 43.00 100.00%

71
5000
129 LSRR SN BN SN I

113 185 241 967 12.20 12.40 12.60 12.80

0 vt P B2 Wl m/z 57.00  90.08%

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

Abundance #83023: Hexadecane
57
5000 85 L L TT T T[T T T T[T TrT T
12 20 12. 40 12 60 12.80
4 m/z 71.00 76.14%
P P e e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
71 R I o O
12.20 12.40 12.60 12.80
5000 m/z 55.00 55.11%
27 140
0 99 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129491: Eicosane B B .
57 12.20 12.40 12.60 12.80
m/z 41.00 51.69%
5000 4 85

U3 14 169 197 225 253 2§2

| i |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Tridecane, l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.71 13.45 ng 544260 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Docosane 310 C22H46 000629-97-0 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 1806 (12.710 min): BF113167.D (-1803) (-) m/z 57.00 100.00%
g7
5000 85
4 e
113 12.40 12.60 12.80 13.00
141
o,””l..“h.unindn””;””?§?.E?????fﬁ%nzﬁl??ﬁfﬁin m/z 43.00 64.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LR BRI BULLILN UL B
4 nmnmnmnm
183 m/z 71.00 62 .64%
Ohrtrferebtergbert28 28 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
12.40 12,60 12.80 13.00
5000 85 m/z 85.00 49 .30%

41

U3 941 169 197 205 254

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

Abundance #117638: Nonadecane A REEREEaSS

57 12.40 12.60 12.80 13.00
m/z 41.00 24 _97%

5000 85
4
0h2 ‘ Ll M8 141 160 197 apspap 268

e e e e e e R ma e e m

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF022719.M Fri Mar 22 18:40:54 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
Data File : BF113167.D

Acq On : 20 Mar 2019 13:20

Operator : JU/SJ

Sample - K1989-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 20 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.19 20.00 ng 809498 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 81
2 Heneicosane 296 C21H44 000629-94-7 74
3 Octadecane 254 C18H38 000593-45-3 74
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
5 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 72
Abundance Scan 1888 (13.192 min): BF113167.D (-1885) (-) m/z 57.00 100.00%
57
85
5000
13 g4 12:80 13.00 13.20 13.40 13.60
N I N h AT 109 197 225 253 278301323345 | y7o 71,00  69.18%
m/z--> 50 150 200 250 300
Abundance #164578: Tricosane
57
5000 85 LR AR B BN
12. 80 13. oo 13 20 13 40 13. 60
m/z 85.00 60.83%
113 324
o 3y h | 169 197 239 267 95
m/z--> 55 160 1%0 260 2%0 360 '
Abundance
57
o 12:80 13.00 13.20 13.40 13.60
5000 m/z 43.00 55.32%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 200 250 360 '
Abundance #105885: Octadecane B B E e
57 12.80 13.00 13.20 13.40 13.60
m/z 97.00 29.47%
5000 85
29
0 W ' I il ‘l 1:JL3 l 1‘}1 169 197 225 254
m/z--> % ﬁo 150 200 250 3& ' nmnmmmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032019\

Data File : BF113167.D

Acq On - 20 Mar 2019 13:20 Instrument :
Operator : JU/SJ BNA_F

Sample - K1989-01 ClientSampleld :
Misc : DRUM-1-2

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .49 6.49 101.8 ng 3785740 1 6.72 743433 20.0
Ethanol, 2-(2-eth... 6.56 2.7 ng 101723 1 6.72 743433 20.0
Decane, 2,3,5-tri... 9.70 2.1 ng 169003 3 9.75 1620970 20.0
Bacchotricuneatin c 10.19 3.0 ng 247388 3 9.75 1620970 20.0
Decane, 2,6,8-tri... 10.42 2.6 ng 211806 3 9.75 1620970 20.0
Heptadecane 10.67 13.2 ng 699537 4 11.23 1059090 20.0
Heptadecane, 8-me... 11.12 11.6 ng 612657 4 11.23 1059090 20.0
Hexadecane, 2,6,1... 11.15 7.2 ng 382542 4 11.23 1059090 20.0
2-Bromo dodecane 11.54 6.8 ng 359419 4 11.23 1059090 20.0
n-Hexadecanoic acid 11.77 9.0 ng 474223 4 11.23 1059090 20.0
Hexacosane 11.83 4.0 ng 211963 4 11.23 1059090 20.0
Eicosane 11.95 8.3 ng 440446 4 11.23 1059090 20.0
Borane, diethyl(d... 12.10 4.4 ng 231249 4 11.23 1059090 20.0
Heptadecane, 3-me... 12.23 5.2 ng 275874 4 11.23 1059090 20.0
Heneicosane 12.33 8.2 ng 436127 4 11.23 1059090 20.0
Nonadecane, 9-met... 12.47 8.1 ng 429146 4 11.23 1059090 20.0
Hexadecane 12.55 9.7 ng 514581 4 11.23 1059090 20.0
Tridecane, 1-iodo- 12.71 13.4 ng 544260 5 13.87 809498 20.0
Tricosane 13.19 20.0 ng 809498 5 13.87 809498 20.0
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