LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample - K4639-03

Misc :

ALS Vial : 16 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-BF083019.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 5.469 570 575 578 rBVY 1648878 1523669 88.13% 7 .400%
2 6.134 685 688 691 rBV 23579 22197 1.28% 0.108%
3 6.481 742 747 757 rBVY 1707469 1728970 100.00% 8.397%
4 6.622 766 771 774 rBVY 1866800 1693172 97.93% 8.223%
5 6.675 777 780 785 rVB 76473 69246 4_.01% 0.336%
6 6.845 806 809 813 rBV 472746 405185 23.44% 1.968%
7 7.004 832 836 840 rBVY 1369733 1132053 65.48% 5.498%
8 7.404 900 904 907 rBVY 1042941 962222 55.65% 4.673%
9 7.616 935 940 944 rBV 30051 24705 1.43% 0.120%
10 8.128 1022 1027 1031 rBV 689947 550754 31.85% 2.675%
11 8.404 1070 1074 1076 rBvV2 18929 23076 1.33% 0.112%
12 8.557 1097 1100 1102 rBV 34367 29401 1.70% 0.143%
13 8.680 1116 1121 1122 rBv4 16164 25673 1.48% 0.125%
14 8.727 1126 1129 1132 rVB 29645 27558 1.59% 0.134%
15 8.851 1147 1150 1152 rBvV2 37332 27387 1.58% 0.133%
16 9.010 1174 1177 1180 rBv4 24541 31169 1.80% 0.151%
17 9.086 1188 1190 1193 rVB2 24318 21427 1.24% 0.104%
18 9.127 1194 1197 1199 rBV3 41308 31290 1.81% 0.152%
19 9.157 1199 1202 1206 rBV 87894 70658 4_.09% 0.343%
20 9.204 1206 1210 1213 rBVY 2062605 1625818 94.03% 7 .896%
21 9.251 1215 1218 1220 rVB3 21658 21672 1.25% 0.105%
22 9.286 1220 1224 1228 rBV3 99304 132095 7.64% 0.642%
23 9.333 1229 1232 1234 rBv4 20042 26779 1.55% 0.130%
24 9.404 1242 1244 1247 rBv4 20263 20676 1.20% 0.100%
25 9.522 1261 1264 1266 rBv4 38153 41557 2.40% 0.202%
26 9.563 1269 1271 1273 rVVv3 35243 28990 1.68% 0.141%
27 9.592 1273 1276 1278 rVV 339333 290536 16.80% 1.411%
28 9.633 1281 1283 1287 rVvv4 58200 50543 2.92% 0.245%
29 9.669 1287 1289 1291 rVB 60626 43531 2.52% 0.211%
30 9.704 1291 1295 1300 rBV6 27579 57744 3.34% 0.280%
31 9.763 1300 1305 1307 rBV6 52917 77961 4_.51% 0.379%
32 9.798 1307 1311 1312 rBV3 60330 69905 4.04% 0.339%
33 9.816 1312 1314 1317 rVV 106409 76886 4 ._.45% 0.373%

34 9.880 1319 1325 1328 rBV 732755 701623 40.58% 3.407%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample - K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.057 1351 1355 1357 rBV3 66176 110646 6.40% 0.537%

36 10.080 1357 1359 1361 rVB2 84542 65427 3.78% 0.318%
37 10.110 1361 1364 1366 rBV3 37228 32324 1.87% 0.157%
38 10.139 1366 1369 1373 rBV3 123478 152341 8.81% 0.740%
39 10.174 1373 1375 1377 rVB 63167 45024 2.60% 0.219%
40 10.204 1377 1380 1382 rBV4 60538 79722 4.61% 0.387%
41 10.257 1387 1389 1393 rVB3 56948 57418 3.32% 0.279%
42 10.298 1393 1396 1397 rBV2 74383 82024 4.74% 0.398%
43 10.316 1397 1399 1402 rVB 245571 183355 10.60% 0.890%
44 10.345 1402 1404 1407 rBV3 58422 56137 3.25% 0.273%
45 10.369 1407 1408 1411 rBV2 49248 41066 2.38% 0.199%
46 10.422 1415 1417 1419 rBV2 58187 55751 3.22% 0.271%
47 10.539 1433 1437 1443 rVB 360691 388594 22.48% 1.887%
48 10.586 1443 1445 1449 rVB3 73918 64087 3.71% 0.311%

49 10.621 1449 1451 1454 rBV3 91783 112287 6.49% 0.545%
50 10.669 1455 1459 1462 rBV 978722 868525 50.23% 4.218%

51 10.804 1477 1482 1488 rBV 762976 994120 57.50% 4.828%
52 11.239 1553 1556 1558 rBV 381342 306026 17.70% 1.486%
53 11.269 1558 1561 1566 rVB 737545 731583 42.31% 3.553%
54 11.368 1574 1578 1581 rBV 533420 549306 31.77% 2.668%
55 11.616 1618 1620 1624 rVB 218128 205832 11.90% 1.000%

56 11.663 1625 1628 1631 rVB 420058 323864 18.73% 1.573%
57 11.892 1664 1667 1670 rBV 309758 271758 15.72% 1.320%
58 12.068 1694 1697 1702 rVB 425261 327431 18.94% 1.590%
59 12.457 1760 1763 1767 rBV 280660 234418 13.56% 1.138%
60 12.827 1823 1826 1829 rVB 333100 279181 16.15% 1.356%

61 12.945 1843 1846 1850 rBV 1355593 1257031 72.70% 6.105%
62 13.180 1884 1886 1889 rBV2 141787 129122 7.47% 0.627%

63 13.462 1931 1934 1937 rBV 328098 276492 15.99% 1.343%
64 13.980 2019 2022 2024 rBV 663727 643792 37.24% 3.127%

Sum of corrected areas: 20590812
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\

BF116819.D

4 Sep 2019 16:54

HP/JU

K4639-03

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF116819.D

6.62
547 6.48
7.00

7.40

6.85

0
Time-->

T
5.00

Abundance
2000000

1500000

1000000

500000

TIC: BF116819.D

11.27

12.07

11.89
11.62

a }}-37 11.66

12.83
12.46

9.88

13.18

8.13

8.408.56%8.859.0%) ‘;*!’f S£831804

0

Time-->

8.00

13.00

12.00

12.50

11.50

10.50

11.00

T
10.00

9.00

9.50

8.50

Abundance
2000000

1500000

13.46

1000000

500000

TIC: BF116819.D

13.98

0
Time-->

™1
13.50

18.50

T
18.00

I
17.00 17.50

16.50

16.00

15.00

15.50

14.00

14.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.62 Concentration Rank 1

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

6.62 83.58 ng 1693170 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 9

Abundance Scan 771 (6.622 min): BF116819.D (-766) (-) m/z 132.00 100.00%
32
5000 68
0 .5 | 75 % o 620 6.40 6.60 6.80 7.00
i 8 2l D e [ W04 ms 57z 68.10  39.95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR L UL I I
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.75%
138 44
“'WL“WVIHJL'W'“!V'“l“'w'“'w'“l“'w'“'l”“l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 25.42%
33 44 o g7 105
60 78
SN SO S N O S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine T Baas e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.95%
5000
104
39 51 78
....,....u....,H...,.wH.,...Wu....?%...,.J..,.?F?,....,‘...,.. SR | VA —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 17

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

6.67 3.42 ng 69246 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 64
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 38

Abundance Scan 779 (6.669 min): BF116819.D (-777) (-) m/z 45.00 100.00%
45
5000
59 7
| | 104 6.40 6.60 6.80 7.00
| L e S — m/z 59.00 39.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
A
5000 IREBE RS SRS UL S
31 59 7 6.40 6.60 6.80 7.00
m/z 72.00 31.26%
18 | L , | gg 104 115
mz-> 10 20 30 40 S 60 70 80 90 1060 110 10
Abundance #32644: Diethyl carbitol
45
RS RAASE ARSE AN SR
6.40 6.60 6.80 7.00
5000 59 72 m/z 73.00 19.07%
31
15 “ 39 M 51 89 103 116
m/z--> 10 25 35 4b 50 60 70 8 90 100 110 120
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
45 6.40 6.60 6.80 7.00
m/z 43.00 16.58%
5000 59
73
J\‘ 53 | ‘ 88 103
m/z--> 10 2'0 3'0 40 50 6|O 70 80 90 100 110 120 6.40 6.60 6.80 7.00

8270-BF083019.M Thu Sep 05 17:07:35 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Nonadecane Concentration Rank 16

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

9.29 3.77 ng 132095 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 62
2 Hexadecane 226 C16H34 000544-76-3 58
3 Tetradecane 198 C14H30 000629-59-4 52
4 Dodecane 170 C12H26 000112-40-3 52
5 Pentadecane 212 C15H32 000629-62-9 52

Abundance Scan 1225 (9.292 min): BF116819.D (-1220) (-) m/z 57.05 100.00%
g7
43 L
5000

9.00 9.20 9.40 9.60
m/z 71.10 74 .36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
5|7
85
5000 III|IIII|IIII|IIII|IIII
9.00 9.20 9.40 9.60
29 99 m/z 43.05 66.21%
|, | 113127141155169183197 268
N L o L o R e B AL RAREIREREREE sy EERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
57
43
71 RN EEEEE R
9.00 9.20 9.40 9.60
5000 85 m/z 41.00 57 .34%
29 99
| ) ||| T 1s1271ass 160183107 226
N R E L a L o R R AAAREAREaRsRn SR NS R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59881: Tetradecane R ma e A RE R
43 57 9.00 9.20 9.40 9.60
m/z 85.10 49 .47%
71
5000 85
29
99113
Ll ||, 77 113127141155169 198
N R L R AN S AR R e T e e RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknownl10.06 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.06 3.15 ng 110646 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 25
2 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 14
3 Malonic acid. neopentvl tridecvl... 356 C21H4004 1000363-93-6 12
4 Dodecane. 6-methvl- 184 C13H28 006044-71-9 12
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 12
Abundance Scan 1356 (10.063 min): BF116819.D (-1351) (-) m/z 57.00 100.00%
S 120
159
5000 188
91
[ 222 '9.80 10.00 10.20 1040
il m/z 120.05 80.32%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl-
57
5000 LI L BRI SULRLLN IR
9.80 10.00 10.20 10.40
m/z 159.10 60.46%
e gz s e
m/z--> 6 55 160 150 200 250 300 3éo 400 4éo 560 séo
Abundance #110905: Hexadecane, 1-chloro-
57
'9.80 10.00 10.20 1040
5000 91 m/z 119.10 54 _.43%
29
lil] 1319147175203231260
m/z--> 6 55 100 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #188026: Malonic acid, neopenty! tridecyl ester e  RRRaE Bam s
71 105 9.80 10.00 10.20 10.40
m/z 188.10 45 _55%
5000
43
) |139‘1T§ 215 269301 341
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.14 4.34 ng 152341 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 80
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 72
3 Docosane 310 C22H46 000629-97-0 59
4 Octadecane 254 C18H38 000593-45-3 59
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 53
Abundance Scan 1369 (10.139 min): BF116819.D (-1366) (-) m/z 57.05 100.00%
g7
85
5000
} L2 17 550 10,00 1020 1040
il O i m/z 71.10 94.02%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 UM AR
9.80 10.00 10.20 10.40
113 m/z 43.10 75.24%
2?j 1L 14 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
9.80 10.00 10.20 1040
5000 85 m/z 85.10 70.54%
113 211
_ i,‘.n.&,...lfﬁ}qg.. T —
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane A e
57 9.80 10.00 10.20 10.40
m/z 41.00 42 .36%
5000 85
2104 |13 141 169 197 225 253 281 310

T T T L I I T T
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknownl10.20 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.20 2.27 ng 79722 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamaldehvde. .alpha.-pentvl- 202 C14H180 000122-40-7 35
2 Aromadendrene. dehvdro- 202 C15H22 1000156-12-5 22
3 Naphthalene. 5-butyl-1.2.3.4-tet... 188 C14H20 066325-42-6 22
4 6-Phenvlcvclohex-3-enecarboxalde... 186 C13H140 1000215-27-2 14
5 5-Amino-8-methoxyquinoline 174 C10H10N20 070945-35-6 14
Abundance Scan 1379 (10.198 min): BF116819.D (-1377) (-) m/z 55.10 100.00%
55 1

5000
41

9.80 10.00 10.20 10.40 10.60
m/z 81.10 90.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62737: Cinnamaldehyde, .alpha.-pentyl-

145 202
5000 IIIIIIIIIIIIIIIIII
9. 80 10 00 10. 20 10. 40 10 60
173 m/z 67.00 59.69%
29 41 55 g7, 78 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62787: Aromadendrene, dehydro-
145
159 T BARE mEEE S R
131 202 9.80 10.00 10.20 10.40 10.60
5000 a1 o1 105 m/z 170.10 53.45%
55 117 187
27 ‘ ‘
174
“Lm,w,,H‘@ﬁ I, Julwhuﬂ il w...b”.m,...wt...,”.
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #51779. Naphthalene, 5-butyl-1,2,3,4-tetrahydro-
145 9.80 10.00 10.20 10.40 10.60
131 m/z 145.10 52.99%
5000
188
91 115
G- S I O T
Il | Ll Il \ Il | |
R R ma e R R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 80 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 1-methyl-4-(prop-1-en-2-yl)... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.34 ng 82024 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-methvl-4-(prop-1-en-2-vI)-7-ox... 166 C10H1402 1000365-66-7 55
2 3-(2-Ethvl-imidazol-1-vD)-propio... 168 C8H12N202 1000277-78-0 27
3 Cvclopentanone. 3-(6.6-dimethvl-._.. 222 C14H2202 083040-98-6 25
4 Bicvclol2.2.11heptane. 1.3.3-tri... 138 C10H18 006248-88-0 22
5 3-Hydroxymandelic acid 168 C8H804 017119-15-2 22
Abundance Scan 1396 (10.298 min): BF116819.D (-1393) (-) m/z 123.10 100.00%
13
43
5000
135 149 N
10.00 10.20 10.40 10.60
 REmEmE m m/z 57.10 77 .45%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34959: 1-methyl-4-(prop-1-en-2-yl)-7-oxabicyclo[4.1.0]hep...
43
67
85
5000 AU NS
123 10.00 10.20 10,40 10.60
- H ‘ 4 109 m/z 55.10 75.48%
137
.,.h..i. | h||”| Al n“ .;:...,%ﬁ?.,1§§..,....,....,...
miz-> 20 40 100 120 140 160 180 200 220
Abundance #37139 3 (2-Ethyl-imidazol-1-yl)-propionic acid
123
10.00 10.20 10.40 10.60
5000 95 m/z 43.05 69.51%
41 81 168
107 153
HJ\M (- ul.HW.flqu..L,.M.w....,”..,.”
mz-> 20 40 80 100 120 140 160 180 200 220
Abundance #79242. Cyclopentanone, 3-(6,6-dimethyl-5-oxo-2-heptenyl)-... R B B
57 10.00 10.20 10.40 10.60
m/z 81.05 66.48%
5000 a 85
29
6 109 15, 138 165
. ' L IHL\I 8 .w;w.jl LT o | 176180 204 222 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10,40 10.60

8270-BF083019.M Thu Sep 05 17:07:38 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.32 5.23 ng 183355 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Decane. 3-methvl- 156 C11H24 013151-34-3 80
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 78
4 Butanal. 4-T(tetrahvdro-2H-pvran... 172 C9H1603 054911-85-2 59
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58

Abundance Scan 1400 (10.322 min): BF116819.D (-1397) (-) m/z 57.10 100.00%

57 71
43
5000

226 10.00 10.20 10.40 10.60
R R

m/z 71.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

43

113 131144 159171183 202

é

5000 71 e N Voo T
10,00 10,20 10.40 10.60

29 8 m/z 43.00 63.02%
| 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28436: Decane, 3-methyl-

57
43 AU UL
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 57.99%
29 85

127
w L 98 112 | 140 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48844: Dodecane, 2-methyl- N o
43 57 10.00 10.20 10.40 10.60

m/z 41.00 34.77%

5000 71

29 85

e %9 113127 141 165 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60

8270-BF083019.M Thu Sep 05 17:07:38 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.54 11.08 ng 388594 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Hexadecane 226 C16H34 000544-76-3 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 68
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1437 (10.539 min): BF116819.D (-1433) (-) m/z 57.10 100.00%

g7

71

5000

99
113
127 141 155 169 183 10.20 10.40 10.60 10.80
197210222 239 m/z 71.10 64 _73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38318: Dodecane
57

43

5000

10.20 10.40 10.60 10.80
m/z 43.05  48.38%

29
99 113127 141 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane
43 37 11
A
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 34.50%
99
29 113
127 226
as L | e iss1e01e3 107011 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane A B B e
57 10.20 10.40 10.60 10.80
m/z 41.05 26.98%
43 71
5000 85
99
113 169
m/z--> 60 80 100 120 140 160 180 200 220 240 10 20 10. 40 10 60 10. 80

8270-BF083019.M Thu Sep 05 17:07:38 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Dodecane, 4,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.80 36.20 ng 994120 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 86
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 76
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 62
Abundance Scan 1481 (10.798 min): BF116819.D (-1477) (-) m/z 57.10 100.00%

7 7

5000

10.40 10.60 10.80 11.00 11.20
m/z 71.10 91.36%

127 141 155 169 184106 213 229 244

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59899: Dodecane, 4,6-dimethyl-
43 57 11

5000 R SR ma
1040 10 60 1080 11. 00 11. 20

29 85 m/z 43.05 55.04%

, l 99 113 127 141 155 169 183 198
m/z--> 2|O 4IO 6|O 8|0 l(IJO léO 14|10 1(|30 léO 200 22|O 24|10
Abundance #48842: Undecane, 6-ethyl-
57
71 DU BN SUGLE B
43 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 40.17%
29 8 112
99 154
J 1l M 1, J | 126140 | 168 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl- e o B B
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.10 28.14%

43
5000
29 85
L I ‘ 99 113127 141 155 169 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10. 80 11. 00 11. 20

8270-BF083019.M Thu Sep 05 17:07:39 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Dodecane, l1l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.24 11.14 ng 306026 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 86
2 Tetradecane 198 C14H30 000629-59-4 72
3 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 72

4 Decane. 2-methvl- 156 C11H24 006975-98-0 64
5 5-Ethyl-4-octanone 156 C10H200 1000374-08-1 64

Abundance Scan 1556 (11.239 min): BF116819.D (-1553) (-) m/z 57.10 100.00%

57 71

5000

11.00 11.20 11.40 11.60
m/z 71.10 83.86%

113127141 158172185 200214 239

o 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #140552: Dodecane, 1-iodo-
57

71

5000

11,00 11.20 1140 11.60
m/z 43.10 66.01%

55
169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59879: Tetradecane
57
43 S
71 11.00 11.20 11.40 11.60
5000 85 m/z 85.10 57.78%
29 ‘ 99
TP - LN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48914: Nonane, 3-methyl-5-propyl- R B
57 7 11.00 11.20 11.40 11.60
m/z 41.10 32.22%
43
5000 85
29 ‘
112127 141
S N Pt =T AN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11. 20 11. 40 11. 60

8270-BF083019.M Thu Sep 05 17:07:39 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Tetradecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.27 26.64 ng 731583 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 74
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
Abundance Scan 1561 (11.269 min): BF116819.D (-1558) (-) m/z 57.05 100.00%
1

5000

99
113197 11.00 11.20 11.40 11.60

141155169183197210 232 252

(o} m/z 71.10 98.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59879: Tetradecane
5|7
43
5000 R LAARAA AR SRR R

11,00 11.20 1140 11.60
m/z 85.10 56.34%

99 113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83026: Hexadecane
43 57 41
R s B
11.00 11.20 11.40 11.60
5000 85 m/z 43.10 49 .94%
99
29 113
127 226
EETIIN 0 O i L = o0 P P RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #124147: 2-Bromotetradecane L B B L
57 11.00 11.20 11.40 11.60
71 m/z 41.10 26.80%
43
85
5000
29 99 113
127
141 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11. 20 11. 40 11. 60

8270-BF083019.M Thu Sep 05 17:07:40 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Tridecane, 5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.62 7.49 ng 205832 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Heptacosane 380 C27H56 000593-49-7 64
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
Abundance Scan 1621 (11.621 min): BF116819.D (-1618) (-) m/z 71.10 100.00%
!
43
5000
127 11,40 11,60 11.80 12.00
155 211
! ,l. I Ay ,..2.3?,2‘?0...,....,.... m/z 57.00 77.33%
m/z--> 50 150 200 250 300 350
Abundance #83032: Tridecane, 5-propyl-
57
5000 85 LRI IS BUULIL UL R
29 112 11:40 11.60 11.80 12.00

m/z 85.10 63.17%

J 182 226
J |le' L L

m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
R R R AR
11.40 11.60 11.80 12.00
5000 85 m/z 43.10 60.46%
113
29 | | | | |7/ 141, 169 197 226
—— =ttt
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A L R REmms e
57 11.40 11.60 11.80 12.00
m/z 41.10 26.93%
5000
85
29

g ) g3 141 169 197 225 253 281 323 351380

m/z--> 50 100 150 200 250 300 350 11.40 11. 60 11. 80 12. 00

8270-BF083019.M Thu Sep 05 17:07:40 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.66 11.79 ng 323864 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 78
4 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 60
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 59
Abundance Scan 1628 (11.663 min): BF116819.D (-1625) (-) m/z 57.10 100.00%
57
85
5000
4
‘ [ | 113 140155 185 211226 246 263 11.40 11.60 11.80 12.00
e S — m/z 71.10 85.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 L UL B SUL AU
4 11.40 11.60 11.80 12.00
‘ 183 m/z 43.10 70.84Y%
26 4 A )l | g MPips 155 310
miz--> 20 Jo eb 85 160 120 140 1éo 1éo 200 220 240 260 2éo 360
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57
1140 11.60 11.80 12.00
5000 4 85 m/z 85.10 60.04%
140
| | | 118 "5 1?2 205 226
m/z--> ﬁo Jo eb 85 160 150 140 160 180 200 220 240 260 2éo 360
Abundance #140552: Dodecane, 1-iodo- e  RRRaE Bam s
57 11.40 11.60 11.80 12.00
m/z 41.10 31.84Y%
5000 85
4
113 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 1160 1180 12.00

8270-BF083019.M Thu Sep 05 17:07:41 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 9.89 ng 271758 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 15
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 15
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 14
Abundance Scan 1667 (11.892 min): BF116819.D (-1664) (-) m/z 73.00 100.00%
7B
5000 129
1711 l 11,60 11.80 12.00 12.20
ol bl Ll 00 e m/Z 43.10 90.21%
m/z--> 0 100 2 300 400 500 600 700 800
Abundance #107548: n-Hexadecanoic acid
43
5000 256 LI UL BRI UL B
129 nmnmnmnm
I l 213 m/z 57.10 78.40%
171
T IIll IIIIIIIIIIII""I""I""""IIII
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #95851: Pentadecanoic acid
73
11,60 11.80 12.00 12.20
5000 129 m/z 60.00 76.46%
2 J 199242
J LU.JUﬂL.J.. N
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57 11.60 11.80 12.00 12.20
m/z 71.10 69.30%
5000
11
11l ‘LM155197 253295337 415457499543586 670 755 835
m/z--> 6 100 260 360 460 500 600 760 860 1160 1180 1200 1220

8270-BF083019.M Thu Sep 05 17:07:41 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.07 11.92 ng 327431 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 83
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 81
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 76

Abundance Scan 1697 (12.068 min): BF116819.D (-1694) (-) m/z 57.10 100.00%

57 71

5000

99 L L B
o 113127141 167 103208 229243957 272 11.80 12.00 12.20 12.40

m/z 71.10 83.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
5|7

71
43

11:80 12,00 12.20 12.40
99 m/z 43.10 68.45%
|

113
9 | 127141155160183107211 205030053 282

el

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

Abundance #83030: Tridecane, 6-propyl-
43 57

5000

29‘
I

71 A B
11.80 12.00 12.20 12.40

5000 85 m/z 85.10 62.33%

99 126 183
: ) 140 h 168 |_197 226

I TTTT I t T I T T I T I T I‘I TT I T I TTrTT I TTTT TTTT I TTT TTTT TTrTT TTTT I TTTT I TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94356: Tetradecane, 2,6,10-trimethyl- AR EEEEEEEEE
57 11.80 12.00 12.20 12.40

43 71 m/z 41.05 35.57%

5000 85

9113 155 163
‘ | 127141 | 169 197211225 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40

8270-BF083019.M Thu Sep 05 17:07:42 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.46 8.54 ng 234418 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1764 (12.463 min): BF116819.D (-1760) (-) m/z 57.10 100.00%

g7
5000

12.20 12.40 12.60 12.80
m/z 71.10 81.04%

v 31147163 186 297222 540255 282208
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

5000

12.20 12.40 12.60 12.80
m/z 43.10 60.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57
e  RRRaE Bam s
12.20 12.40 12.60 12.80
5000 g5 m/z 85.10 57.60%
4
) | ) 3 w1 169 197 226
L R a o B B e B R R B S e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane e  RRRaE Bam s
57 12.20 12.40 12.60 12.80
m/z 55.05 31.12%
5000 85

[\ | M 141 169 107 225040 268

IIIIIIIIIIIIIIIIIIJIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTT TTrTT TTrTT IIIIIIIII

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\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Pentadecane, 8-hexyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.18 4.01 ng 129122 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 1886 (13.180 min): BF116819.D (-1884) (-) m/z 57.10 100.00%
57
85
5000
4
. ‘ L 113 141 168 197 220 o4 266 288 309 12.80 13.00 13.20 13.40

rrer el e e e b b T m/z 71.10 87.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59882: Tetradecane

5000

12:80 13.00 13.20 13.40
m/z 85.10 64.66%

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

Abundance #141433: Pentadecane, 8-hexyl-
43
R B e e
71 12.80 13.00 13.20 13.40
5000 m/z 43.05 62.76%
2 196211
I ‘\ J 127 155171 | 239254 280295
B xR R T
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117637: Nonadecane A B o
57 12.80 13.00 13.20 13.40
m/z 41.00 28.88%
85
5000 4
L g3 141 189 197 268
A e ma a R R a! R B e e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116819.D

Aca On : 4 Sep 2019 16:54

Operator : HP/JU

Sample : K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 1,4-Benzenediamine, N-(1,3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.46 8.59 ng 276492 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediamine. N-(1.3-dimet... 268 C18H24N2 000793-24-8 96
2 2-(4-Fluorophenvl) indole 211 C14H10FN 1000342-46-0 53
3 Pvrimidine. 2-(4-pentvilphenvl)-5.__. 268 C18H24N2 094320-32-8 53
4 10.11-Dihvdrodibenz(b.f)(1.4)oxa... 211 C13HONO2 003158-85-8 50
5 Phenol, 2-(2-benzoxazolyl)- 211 C13H9NO2 000835-64-3 50
Abundance Scan 1934 (13.462 min): BF116819.D (-1931) (-) m/z 211.10 100.00%
211
5000 268
13 113.20 13.40 13.60 13.80
43 77 118 1 . . .
0 S = R .qf.,".l...,.. 232251 | 289306 328 m/z 268.20 36.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117597: 1,4-Benzenediamine, N-(1,3-dimethylbutyl)-N'-phenyl-
211
5000 268 L UL UL SULRULN I
13.20 13.40 13.60 13.80
105 183 m/z 183.10 17.84%
27 43 1T | 128144 166
ies Do i s b v e ot mhe 30 330 2k ko T o e
Abundance #70278: 2-(4-Fluorophenyl) indole
211

13.20 13.40 13.60 13.80
m/z 212.10 15.07%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117594: Pyrimidine, 2-(4-pentylphenyl)-5-propyl-
211

13.20 13.40 13.60 13.80
m/z 167.10  11.24%

m T WMJ
116 W
B 89 \ 155 ‘ 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 20 13. 40 13. 60 13.80

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116819.D

Acq On : 4 Sep 2019 16:54

Operator : HP/JU

Sample - K4639-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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 .62 6.62 83.6 ng 1693170 1 6.85 405185 20.0
Ethanol, 2-(2-eth... 6.67 3.4 ng 69246 1 6.85 405185 20.0
Nonadecane 9.29 3.8 ng 132095 3 9.88 701623 20.0
unknown10.06 10.06 3.1 ng 110646 3 9.88 701623 20.0
2-methyloctacosane 10.14 4.3 ng 152341 3 9.88 701623 20.0
unknown10.20 10.20 2.3 ng 79722 3 9.88 701623 20.0
1-methyl-4-(prop-... 10.30 2.3 ng 82024 3 9.88 701623 20.0
Hexadecane 10.32 5.2 ng 183355 3 9.88 701623 20.0
Dodecane 10.54 11.1 ng 388594 3 9.88 701623 20.0
Dodecane, 4,6-dim... 10.80 36.2 ng 994120 4 11.37 549306 20.0
Dodecane, 1-iodo- 11.24 11.1 ng 306026 4 11.37 549306 20.0
Tetradecane 11.27 26.6 ng 731583 4 11.37 549306 20.0
Tridecane, 5-propyl- 11.62 7.5 ng 205832 4 11.37 549306 20.0
Tridecane, l1l-iodo- 11.66 11.8 ng 323864 4 11.37 549306 20.0
n-Hexadecanoic acid 11.89 9.9 ng 271758 4 11.37 549306 20.0
Eicosane 12.07 11.9 ng 327431 4 11.37 549306 20.0
Heptadecane, 2,6,... 12.46 8.5 ng 234418 4 11.37 549306 20.0
Pentadecane, 8-he... 13.18 4.0 ng 129122 5 14.00 643792 20.0
1,4-Benzenediamin... 13.46 8.6 ng 276492 5 14.00 643792 20.0
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