LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?2?6 - J4460-02 RA-080918-SW-002

ALS Vial =: 5 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-BF080818 .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 2.384 3 8 23 rvVB 434730 712546 14.83% 1.151%
2 4.190 311 315 320 rVB 54574 64749 1.35% 0.105%
3 5.260 492 497 504 rBV 587419 735838 15.32% 1.188%
4 5.648 556 563 566 rBY 3776354 3552921 73.96% 5.738%
5 6.636 725 731 734 rBVY 3937523 3972410 82.70% 6.416%
6 6.784 752 756 760 rBVY 3735380 3819319 79.51% 6.169%
7 6.836 762 765 769 rVB 88362 69146 1.44% 0.112%
8 7.013 792 795 799 rBVY 1334783 1225252 25.51% 1.979%
9 7.172 818 822 825 rBVY 3276986 2778865 57 .85% 4.488%
10 7.578 886 891 894 rBVY 2689717 2584163 53.80% 4.174%
11 8.301 1009 1014 1017 rBvV 1764101 1600247 33.31% 2.585%
12 8.701 1079 1082 1085 rVB 68690 54055 1.13% 0.087%
13 8.872 1106 1111 1113 rBV 77995 69154 1.44% 0.112%

14 9.013 1132 1135 1138 rVB 175237 147629 3.07% 0.238%
15 9.113 1148 1152 1155 rBV 158079 138452 2.88% 0.224%

16 9.372 1191 1196 1199 rBV 4677137 4243509 88.34% 6.854%
17 9.436 1204 1207 1210 rVvVv 97689 83112 1.73% 0.134%
18 9.636 1237 1241 1246 rBV 78839 104823 2.18% 0.169%
19 9.713 1250 1254 1256 rBV 143026 135969 2.83% 0.220%
20 9.742 1256 1259 1260 rVvVv 109151 100339 2.09% 0.162%

21 9.760 1260 1262 1270 rVB 547999 481556 10.02% 0.778%
22 9.830 1270 1274 1276 rBV2 78626 81397 1.69% 0.131%
23 9.919 1286 1289 1292 rVB 52556 50197 1.04% 0.081%
24 9.972 1294 1298 1301 rVB 136565 116449 2.42% 0.188%
25 10.060 1306 1313 1317 rBV 1824144 1865015 38.82% 3.012%

26 10.260 1343 1347 1350 rVVv2 109074 145547 3.03% 0.235%

27 10.295 1350 1353 1357 rVB3 76858 84357 1.76% 0.136%
28 10.372 1363 1366 1369 rBV 69423 77766 1.62% 0.126%
29 10.401 1369 1371 1377 rVV2 67183 74267 1.55% 0.120%

30 10.472 1377 1383 1387 rVV2 228416 281015 5.85% 0.454%

31 10.601 1402 1405 1412 rVB2 106732 103962 2.16% 0.168%
32 10.689 1416 1420 1423 rVV2 104408 110415 2.30% 0.178%
33 10.766 1428 1433 1436 rBV2 66008 83061 1.73% 0.134%
34 10.854 1444 1448 1454 rBV 2389355 2168293 45.14% 3.502%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?2?;'6 - J4460-02 RA-080918-SW-002

ALS Vial =: 5 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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.960 1461 1466 1474 rVB2 267825 437185 9.10% 0.706%

36 11.289 1517 1522 1531 rBV7 76363 172203 3.58% 0.278%
37 11.395 1537 1540 1543 rBV 180490 161972 3.37% 0.262%
38 11.424 1543 1545 1548 rVB2 74149 70071 1.46% 0.113%
39 11.560 1564 1568 1570 rBV 2147722 1843248 38.37% 2.977%
40 11.583 1570 1572 1575 rVB 388164 296848 6.18% 0.479%

41 11.783 1603 1606 1610 rBV3 69982 101971 2.12% 0.165%
42 11.824 1610 1613 1616 rVV 153595 130291 2.71% 0.210%
43 12.071 1649 1655 1659 rBV2 731997 1449508 30.18% 2.341%
44 12.107 1659 1661 1664 rVB 357470 286740 5.97% 0.463%
45 12.171 1669 1672 1675 rBV3 103012 117572 2.45% 0.190%

46 12.236 1680 1683 1686 rVB 119739 112830 2.35% 0.182%
47 12.548 1726 1736 1737 rBVY 969047 2114356 44.02% 3.415%
48 12.777 1772 1775 1779 rBV 544116 455151 9.48% 0.735%
49 12.860 1784 1789 1799 rVvV 386550 740730 15.42% 1.196%
50 13.013 1812 1815 1820 rVB 387880 415061 8.64% 0.670%

51 13.148 1834 1838 1841 rVB 3555129 3183673 66.28% 5.142%
52 13.648 1915 1923 1930 rBV 2526766 4803663 100.00% 7.759%
53 14.060 1990 1993 1997 rVB2 148610 185303 3.86% 0.299%
54 14.212 2015 2019 2022 rBV2 1282152 1301923 27.10% 2.103%
55 14.371 2038 2046 2054 rVB 2463534 4786881 99.65% 7.732%

56 14.995 2145 2152 2158 rVB 1617882 3352428 69.79% 5.415%
57 15.301 2201 2204 2208 rBV 175000 279226 5.81% 0.451%
58 15.707 2266 2273 2279 rBV 769666 1541540 32.09%% 2.490%
59 15.777 2280 2285 2290 rVB2 869725 1240756 25.83% 2.004%
60 16.242 2361 2364 2372 rVB 237267 416967 8.68% 0.673%

Sum of corrected areas: 61913892
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF108172.D

6.64
4000000 5.65 -

7.17
3000000 758
2000000
7.01

1000000
5.26

e - R
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF108172.D

13.15
4000000

3000000
10.85

11.56

2000000 8.30 10.06

1000000

8.708.8P:®11 D44 g 1606971

O e L e B L L e e B e e e e B LS B e e s e o s e

T T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF108172.D

-
13.00

4000000

13.65 14.37
3000000

2000000

1000000

O r———
Time--> 13.50

T
15.00

T I
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

Sample = J4460-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.38 11.63 ng 712546 1,4-Dichlorobenzene-d4 7.02
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 2.5-Dimethvl-4-hvdroxyv-3-hexanone 144 C8H1602 000815-77-0 33
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.378 min): BF108172.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
2.40 250 2.60 2.70 2.80
o .'..'.'f,o..'.'.,E.“}f".’.,.1.11.-.1,....,....,....,....,297.-.1. m/z 43.05 46.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
w000 90 70 70 30 200 2k0
‘ m/z 55.10 29.48%
39
o2l Ll ek
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
2.40 2.50 2.60 2.70 2.80
5000 55.0 m/z 87.05 24 _.65%
39?
ol L. ULl 80 11201200
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #1997: Silane, tetramethyl- T
73.0 2.40 250 2.60 2.70 2.80
m/z 41.05 14 .96%
5000
45.0
290_ | , 880
m/z--> 20 40 i 80 100 120 140 160 180 200 240 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.26 12.01 ng 735838 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 497 (5.260 min): BF108172.D (-492) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 IR RS S UL A
5.00 5.20 5.40 5.60
83.1
o..,....,....,....','.':..,..':!,...7.?-.1...,.'...,....,|...1.}.2;.1.,....,....,...., m/z 59.10 51.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R UL U
59.0 500 520 540 5.60
m/z 101.10 16.23%
31{0 ) 83.0 10|1'0
G R R RN A RN AR AL ARARA R AL LR LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59.0

5.00 520 5.40 5.60
5000 41.0 m/z 58.00 14.10%

29.
‘ 87.0
R T . —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R T ey e
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.79%
5000 41.0
A UA N 1) 1260 1420
o AN . T A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.78 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.78 62.34 ng 3819320 1,4-Dichlorobenzene-d4 7.02
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 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 755 (6.778 min): BF108172.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 541 ‘ %.1 6.40 6.60 6.80 7.00 7.20
0.,....,....'!'!...,.'.'..,.-!.'.|,..7.5?,1....,..].,?‘?53.?....,....,'.-..,... m/z 68.05 49.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL R IR R

6.40 6.60 6.80 7.00 7.20
m/z 66.05 33.06%

31.0 51.0
0 TR | _.7po .
LA B e B ARERREANE L L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R mma e R
6.40 6.60 6.80 7.00 7.20
5000 m/z 134.00 32.18%
33.0 44.0 0.0 105.0
. 90 " q0 | | uso
LA BT B e R o BLRamass s Ess e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R R b
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.34%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 1" 117.0
A e R L RS samanmanas o  EERE s R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.01 ng 281015 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 60
2 Undecane 156 C11H24 001120-21-4 53
3 Hexadecane 226 C16H34 000544-76-3 49
4 Pentadecane 212 C15H32 000629-62-9 46
5 Tetradecane 198 C14H30 000629-59-4 46

Abundance Scan 1383 (10.472 min): BF108172.D (-1377) (-) m/z 57.10 100.00%

51.1

5000

10.20 10.40 10.60 10.80
m/z 43.10 73.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0

5000 LA L L L L L LB LB
10. 20 10 40 10. 60 10 80
m/z 71.10 52.03%
29.0
0 113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0
10.20 10.40 10.60 10.80
5000 m/z 41.10 36.16%
85.0
29.0
W ‘ i ‘ 113.0 156.0
0...“..w.”.,”n.ﬁ.”\.”u e e
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane N B E e
57.0 10.20 10.40 10.60 10.80
m/z 85.05 32.77%
5000
85.0
29.0
0 | “ L ‘ 130 1410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tridecane, 6-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.96 4.74 ng 437185 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 83
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
4 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 70
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1466 (10.960 min): BF108172.D (-1461) (-) m/z 57.05 100.00%

571.0

5000

10.60 10.80 11.00 11.20

o m/z 71.10 69.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 LA L L L L L L I

10.60 10.80 11.00 11.20
29.0 85.0 m/z 43.10  59.77%

126.0
154.0 183.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethy!-
57.0
I s B o
10.60 10.80 11.00 11.20
5000 m/z 85.05 28.09%
29.0 113.0 183.0
S O AN AR . X 2250 253.0
R R e W B e R B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38330: Undecane, 2-methyl- T
43.0 10.60 10.80 11.00 11.20
m/z 41.10 24 .25%
5000 71.0
0 \‘ ol ‘ 990 1270 155.0
.n,nn,n.qn.q.nq.n.w.”“.” A RS B e I s B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.55 22.94 ng 2114360 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 1736 (12.548 min): BF108172.D (-1726) (-) m/z 57.10 100.00%
51.1
5000 /\\N,A”‘-~M///\A_,-”/\_~A~
NN BN UG
12.20 12.40 12.60 12.80
1411
o] ,I.J. :l ll Lok 1832 2252 26632953 3373 | sz 43.10  62.79%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 AR B BN UL B
1220 12.40 12.60 12.80
m/z 71.10 59.50%
0 2§0| | ,9?0, 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
12.20 12.40 12,60 12.80
5000 m/z 85.10 44 . 25%
99.0
0 27,0 ] Ll 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- L B A
57.0 12.20 12.40 12.60 12.80
m/z 55.10 23.88%
99.0
ol l | J |y }41 0 18202110 252,0281.0 3220
m/z--> 50 100 150 200 250 300 350 ' 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

Sample = J4460-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.86 8.04 ng 740730 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1789 (12.860 min): BF108172.D (-1784) (-) m/z 43.10 100.00%
431
73.0
5000
129.1
185.1 241.2 SR PR BN SRR SR
\ 157.1 2131 284.3 326.0 12.60 12.80 13.00 13.20
0! T et m/z 57.10 78.40%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
5000 LI BB BRI UL B
nmnmmmmw
m/z 73.05 77 .29%
0!
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
' 12.60 12.80 13.00 13.20
5000 256.0 m/z 60.00 73.60%
129.0
157 0185 02 130
o.h.Upu iW%LM . \uu.w‘..,h S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T
43.0 12.60 12.80 13.00 13.20
m/z 55.10 73.53%
73.0
129.0
185.0
o “ M ‘ }570 213.0241.0 3110 372.0
m/z--> m o m ﬁ @ m @ nmnmmmmw

8270-BF080818.M Thu Aug 16 11:04:39 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane, 10-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.65 73.79 ng 4803660 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 1923 (13.648 min): BF108172.D (-1915) (-) m/z 57.10 100.00%
57.1
5000 A
| I 99[ ' 141.1 1832 239.2 281.3 3234 365.3 1340 1360 1380 14.00
ol ALy 7% 1832 2392 2813 3234 3653 m/z 43.10 61.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 LB BN UL UL B
1340 13.60 13.80 14.00
99.0 m/z 71.10 58.36%
: 154.0
0 i ]y . 830 239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
' 13.40 13.60 13.80 14.00
5000 m/z 85.10 42.62%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane BB RS o
57.0 13.40 13.60 13.80 14.00
m/z 55.10 22 .16%
- A‘//L‘_‘J\/\
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00

8270-BF080818.M Thu Aug 16 11:04:40 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Tricosene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.06 2.85 ng 185303 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 11-Tricosene 322 C23H46 052078-56-5 94
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
4 1-Nonadecene 266 C19H38 018435-45-5 89
5 9-Nonadecene 266 C19H38 031035-07-1 89
Abundance Scan 1993 (14.060 min): BF108172.D (-1990) (-) m/z 55.10 100.00%
54.1
83.1
5000
J66. 297.1322.3 1 13.80 14.00 14,20 14.40
Obprrrihes g m/z 43.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance ) #163016: 1-Tricosene
510 g30
5000 L B BRI UL U
Bmmmmmmm
29.0 m/z 57.10 87.06%
139.0 169.0196.0 224.0 252.0  294.0 322.0

(o}
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163017: 11-Tricosene
43.0
S R
13.80 14.00 14.20 14.40
5000 83.0 m/z 83.10 74.86%
111.0
o | ,140.0168.0196.0 224.0  266.0 204.0 322.0
T T T T T T e P e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163018: 9-Tricosene, (2)- B R Ra T
550 | 97. 13.80 14.00 14.20 14.40
m/z 97.10 67.74%
5000
29.0 322.0
o 153.0 182.0 210.0 238.0 266.0 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.37 73.54 ng 4786880 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 96
2 Hexacosane 366 C26H54 000630-01-3 93
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2046 (14.371 min): BF108172.D (-2038) (-) m/z 57.10 100.00%
57.1
|9 91 14.00 14.20 14.40 14.60
141.2 : - : :
- | o %15 1832 2303 2053 3514 3084 /4310 60.99%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L DI UL I LIS

14,00 14.20 14,40 14.60
m/z 71.10 59.93%

239.0

141.0 1830 268.0 308.0 352.0

Ll

m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
e AR SRS
14.00 14.20 14.40 14.60
5000 m/z 85.10 44.29%
99.0
0270 Ty ‘14}Q 183.0 225.0 2670 3090 3860
A B L e i B anam e e
m/z--> 50 100 150 200 250 300 350
Abundance #194506: Octadecane, 5,14-dibutyl- R e Aaan
43.0 14.00 14.20 14.40 14.60
m/z 55.10 22 .35%
85.0
5000
126.0
o \ L) i) | 1550 19702960 2660 *°}%s38.0367.0
— e e T
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF080818.M Thu Aug 16 11:04:41 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.99 54.04 ng 3352430 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 97
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2151 (14.989 min): BF108172.D (-2145) (-) m/z 57.10 100.00%
57.1
5000 85.1 {\
LR SR SRR SUNIUN I
113.1 14.60 14.80 15.00 15.20 15.40
1411
Ol ,J. b 41169-2107.2225.2063.3281.1309.3337.33654 sy 43.10 61, 41%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R S BRI SURBURS B
8.0 14.60 14.80 15.00 15.20 15.40
m/z 71.10 60.50%
o f130141016901970 23902670294032303520
m/z--> 55 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
14.60 14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 45 _.64%
0 J“‘J‘l‘ 1?0H 15? 1183.0211.0239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane [Trrr[rrr T rrrr[rI
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 22 .75%
- T AM_JNWJ\“NW/\MEM_&MNAﬂwy
5%‘1 Pwmwm%mmnmﬁw 295.0323.0 _ 367.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108172.D

Aca On : 15 Aug 2018 18:21

Operator : JU/SJ

ﬁ?ggle i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.24 6.72 ng 416967 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 87
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
4 Hexacosane 366 C26H54 000630-01-3 76
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2364 (16.242 min): BF108172.D (-2361) (-) m/z 57.10 100.00%
57.1
5000 |
5.3 " 16.00 16,20 16.40 16.60
1631 207.1 3293
ol A \ ll--" WAL S | 9293 SBLAMIAS | 043,10 69.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
5000 LR SN B IR I
16.00 16.20 16.40 16.60
m/z 71.10 53.48%
o 26,]0.\ L 1990 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
" 16.00 16,20 16.40 16.60
5000 m/z 85.10 40.02%
0 2@;0” ‘ f 1390  197.02319
m/z--> 55 100 1%0 200 250 300 350 400
Abundance #161090: Sulfurous acid, buty! tridecy! ester EEEE BRI
57.0 16.00 16.20 16.40 16.60
m/z 55.10 26.10%
5000
0 2@0” ‘ I 139.0 1830 350
m/z--> 55 100 1é 260 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF080818.M Thu Aug 16 11:04:43 2018 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081518\

Data File : BF108172.D

Acq On : 15 Aug 2018 18:21

Operator : JU/SJ

3?22'6 i J4460-02 RA-080918-SW-002
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.38 11.6 ng 712546 1 7.02 1225250 20.0
2-Pentanone, 4-hy... 5.26 12.0 ng 735838 1 7.02 1225250 20.0
unknown6.78 6.78 62.3 ng 3819320 1 7.02 1225250 20.0
Tridecane 10.47 3.0 ng 281015 3 10.06 1865020 20.0
Tridecane, 6-methyl- 10.96 4.7 ng 437185 4 11.56 1843250 20.0
Heptacosane 12.55 22.9 ng 2114360 4 11.56 1843250 20.0
Octadecanoic acid 12.86 8.0 ng 740730 4 11.56 1843250 20.0
Eicosane, 10-methyl- 13.65 73.8 ng 4803660 5 14.21 1301920 20.0
1-Tricosene 14.06 2.9 ng 185303 5 14.21 1301920 20.0
Heptadecane, 9-oc... 14.37 73.5 ng 4786880 5 14.21 1301920 20.0
Hexacosane 14.99 54_.0 ng 3352430 6 15.78 1240760 20.0
Hexadecane 16.24 6.7 ng 416967 6 15.78 1240760 20.0
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