LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 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-BF092218 .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 4.899 474 478 486 rVB 79946 97247 4.04% 0.369%
2 5.316 544 549 552 rBVY 2283028 2141068 88.90% 8.132%
3 6.346 719 724 733 rBVY 2266096 2408408 100.00% 9.147%
4 6.475 742 746 749 rBVY 2457329 2305639 95.73% 8.757%
5 6.704 782 785 789 rBV 922995 742980 30.85% 2.822%
6 6.863 808 812 815 rBVY 2060937 1663577 69.07% 6.318%
7 7.269 876 881 884 rBY 1558854 1448220 60.13% 5.500%
8 7.987 999 1003 1006 rBY 1227763 965578 40.09% 3.667%
9 9.063 1182 1186 1189 rBVY 2865696 2322224 96.42% 8.820%
10 9.157 1196 1202 1204 rBv4 31334 43067 1.79% 0.164%
11 9.375 1236 1239 1242 rBV3 35521 45383 1.88% 0.172%
12 9.457 1250 1253 1255 rBVY 998888 739980 30.72% 2.810%
13 9.481 1255 1257 1259 rVB2 57527 47542 1.97% 0.181%
14 9.622 1276 1281 1283 rBV3 49512 79068 3.28% 0.300%
15 9.657 1284 1287 1290 rVB3 75276 79166 3.29% 0.301%
16 9.686 1290 1292 1295 rBV3 48320 54589 2.27% 0.207%
17 9.739 1295 1301 1306 rVvVv 1292177 1261156 52.36% 4 _.790%
18 10.010 1344 1347 1349 rBvV3 94059 86642 3.60% 0.329%
19 10.151 1369 1371 1373 rBv2 66153 48691 2.02% 0.185%

20 10.404 1411 1414 1420 rVB 289867 297590 12.36% 1.130%

21 10.522 1430 1434 1437 rBV 1775399 1578834 65.56% 5.996%
22 10.669 1456 1459 1465 rVB 615436 618217 25.67% 2.348%
23 11.133 1535 1538 1541 rVB 747278 703431 29.21% 2.672%
24 11.216 1549 1552 1555 rBV 1231912 965144 40.07% 3.666%
25 11.480 1595 1597 1601 rVB 187490 160118 6.65% 0.608%

26 12.422 1755 1757 1761 rBV2 164634 162700 6.76% 0.618%
27 12.798 1817 1821 1824 rBV 2227419 1941032 80.59% 7.372%
28 13.369 1916 1918 1923 rVB2 91881 107935 4.48% 0.410%
29 13.704 1972 1975 1988 rVB 145085 266850 11.08% 1.013%
30 13.839 1994 1998 2001 rBV 987373 875080 36.33% 3.324%

31 14.021 2027 2029 2032 rVB 36578 34429 1.43% 0.131%
32 14.327 2078 2081 2085 rBV2 79343 84194 3.50% 0.320%
33 14.621 2128 2131 2134 rBV 87710 83452 3.47% 0.317%
34 14.686 2140 2142 2146 rVB 41526 44198 1.84% 0.168%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.839 2166 2168 2171 rBV 21717 31078 1.29% 0.118%

36 14.933 2180 2184 2189 rVB 139542 163976 6.81% 0.623%
37 15.239 2231 2236 2240 rBV 764472 859083 35.67% 3.263%
38 15.286 2240 2244 2249 rVB 197098 241157 10.01% 0.916%
39 15.686 2308 2312 2317 rBV 161470 222429 9.24% 0.845%

40 15.898 2345 2348 2354 rVB7 20246 35116 1.46% 0.133%

41 16.151 2385 2391 2401 rBvV2 94320 181011 7.52% 0.687%

42 16.298 2412 2416 2422 rVB9 20759 36321 1.51% 0.138%

43 16.692 2479 2483 2488 rVB2 32717 56119 2.33% 0.213%
Sum of corrected areas: 26329719
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF092418\

BF109259.D

24 Sep 2018 11:38

JussJ

J5021-17

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.90 2.62 ng 97247 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 478 (4.899 min): BF109259.D (-474) (-) m/z 42.95 100.00%
43.0
5000 591
101.1 ...|....|....|....|../.\.
4.60 4.80 5.00 5.20
83.0
0 ...,....,....,....','::.?,1:0.'.'!,....,....,.-...,...:,|....,. m/z 59.10 51.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L A I R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 19.39%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 16.39%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.05%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 62.06 ng 2305640 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 745 (6.469 min): BF109259.D (-742) (-) m/z 132.00 100.00%
13R.0
5000 68.1
IREBE ARSI S
400 540 ‘ %1 6.20 6.40 6.60 6.80
o [ AU 1 N .- D NI . 3 B | N m/z 68.10 45.06%
m/z--> 10 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 IREBE ARSI S
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 30.98%
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 640 6.60 6.80
5000 m/z 66.00 28 .50%
33.0 44.0 0.0 105.0
0"I“"P"W'L”I'L“Iﬁqﬂ*'”l:“llﬁgﬂ"il'”hl”"P"W‘”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.02%
5000
104.0
ol 140 270 300 510 00 770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.40 4.72 ng 297590 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tetracosane 338 C24H50 000646-31-1 72
3 Undecane. 3.5-dimethyl- 184 C13H28 017312-81-1 64
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 58
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
Abundance Scan 1413 (10.398 min): BF109259.D (-1411) (-) m/z 57.10 100.00%
51.1
85.1 N
113.1 10.00 10.20 10.40 10.60 10.80
145.1171.1
! ,..'.-.,.|...",..!l.,....,....,.... 1962 2281 e M/Z 71.10 53.56%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #83026: Hexadecane
57.0
5000 85.0 LR o s e
mmmmmmmmmm
90,0 113.0 m/z 43.10 50.29%
o LN 7 209010702200
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 34'10
Abundance #175557: Tetracosane
57.0
10,00 10.20 1040 10.60 10.80
5000 85.0 m/z 85.10 25.61%
29.0
o | [A130141.0 169, 0197.0225.0 2530 281.0 309.0 338.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48868: Undecane, 3,5-dimethyl- R R EamEE s LA
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.10 24 .63%
o MWM
29.0 85.0
0 ‘ r112 0 155 0 184 0
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 34'10 10. 00 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.67 12.81 ng 618217 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
2 Decane. 5-propvl- 184 C13H28 017312-62-8 83
3 Decane. 2-methvl- 156 C11H24 006975-98-0 80
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 70

Abundance Scan 1459 (10.669 min): BF109259.D (-1456) (-) m/z 57.10 100.00%

57.1

5000
113.1 R BB EEEEEE S
141.1 183.2 10.40 10.60 10.80 11.00
Ob-prrrr el 1611 2152 2462 m/z 71.10 82.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L L

10.40 10.60 10.80 11.00
m/z 43.10 57.16%

29.0 183.0

225.0 253.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48838: Decane, 5-propyl-
57.0
R N RARE SRR R R R
10.40 10.60 10.80 11.00
m/z 85.10 29.92%
5000 85.0
29.0 ‘ 112.0 140.0
0,Jk.w.w,Jhww”np.L,m.ﬂ.”...f?qu.”..”.“.”,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl- I e o
43.0 10 40 10. 60 10 80 11. 00

m/z 41.10 25.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. OO

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.13 14.58 ng 703431 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1537 (11.128 min): BF109259.D (-1535) (-) m/z 57.10 100.00%
57.1
5000
10.80 11.00 11.20 11.40
141.2
A 183.2 210.2233.2 262.2 n/z 71.10 84 _39%
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-
57.0
5000 SRR BN SO B
10,80 11.00 11.20 11.40
m/z 43.10 54 _.61%
0 | 130 1410 1830 211.0 239.0 267.0 296.0
AU R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 42 .26%
29.0
o ‘ |4 130 1410 1690 1970 2250 2530 2960
m/z--> 20 4b eb éo 100 150 110 160 180 200 220 240 260 280 300
Abundance #71397: Tridecane, 3-ethyl- e A RAREE
43.0 10.80 11.00 11.20 11.40
m/z 41.10 28.72%
71.0
5000
183.0
o L \“ ‘ 990 1270 1540 | 2120
m/z--> 20 40 eb 80 100 150 140 160 180 200 220 240 260 280 300 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.48 3.32 ng 160118 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 1597 (11.480 min): BF109259.D (-1595) (-) m/z 57.10 100.00%
57.1
5000 \ﬁv\/\/s/w
W g0, 11150 1140 1160 1180
L i e e R X m/z 71.10 94 .95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 L LI BULILL BRI UL

11.20 11.40 11. 60 11. 80

m/z 43.10 77.21%

o 3.0 160.0 225.0 281.0 337.0 393.0 4630 5610 615.0
R L Aas B e e AR RS ma
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
AR EREEE RS
11.20 11.40 11.60 11.80
5000 m/z 85.10 56.06%
O J 130 ,169.0 2250 295.0 367.0 “JUAVJV\mANJLQL\/MAJﬂJM»
R i e L R aa aa e e o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R B E s e
57.0 11.20 11.40 11.60 11.80
m/z 41.10 30.75%
. M
113.0
o . 183.0 239.0 296.0
R L L B B B e B AR EREEE RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.42 3.37 ng 162700 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 95
2 Pvrene 202 C16H10 000129-00-0 89
3 Fluoranthene 202 C16H10 000206-44-0 89
4 Benzene. 1.17-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 43
5 Nonadecane, 1-chloro- 302 C19H39ClI 062016-76-6 38

Abundance Scan 1757 (12.422 min): BF109259 D (-1755) (-) m/z 202.10 100.00%
57.1
5000
85.1
141.1 169.1 . 12.20 12.40 12.60 12.80

0 ,I ||, '-"-- y 2892 27022923 m/z 57.10 72.92%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)

48.0 200.0
67.0 99.0

5000

12. 20 12. 40 12. 60 12.80

m/z 71.10 52 .65%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62822: Pyrene
202.0
N S N EREEE
12.20 12.40 12.60 12.80
5000 m/z 43.10 43.51%

101.0
510 750 | 123.0 150.0174.0 |

e T B o e
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #62827: Fluoranthene BEEmEEEs

202.0 12.20 12.40 12.60 12.80
m/z 85.10 28.09%

5000
101.0
ol 510 750 " 126015001740 |

R i s e e e

miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 12.60 12.80

8270-BF092218 .M Tue Sep 25 13:10:42 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1,1-Dichloro-2,2-bis(p-chlo... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.47 ng 107935 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dichloro-2.2-bis(p-chlorophe... 318 C14H10Cl4 000072-54-8 91
2 3-Butanone. 1.1-bis(4-chlorophen... 320 C18H18CIl20 1000158-20-4 64
3 p.p"-DDT 352 C14H9CI5 000050-29-3 58
4 m.p"-DDD 318 C14Hio0Cl4 004329-12-8 58
5 2,2-Bis(4-chlorophenyl)acetic acid 280 C14H10CI1202 000083-05-6 42
Abundance Scan 1918 (13.369 min): BF109259.D (-1916) (-) m/z 235.00 100.00%
235.0
5000 165.1
282.0 13.00 13.20 13.40 13.60
0 I B m/z 237.00 74 .40%
m/z--> 50 100 150 200 250 300 350
Abundance #159158: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235.0
5000
165.0 13.00 13.20 13.40 13.60
88.0 m/z 165.10 46.80%
o170 500 [T 1360 198.0 2820 3180
m/z--> 50 100 150 200 250 300 350
Abundance #161157: 3-Butanone, 1,1-bis(4-chlorophenyl)-2,2-dimethyl-
235.0
13.00 13.20 13.40 13.60
5000 m/z 199.00 17.26%
165.0
43.0 199.0
. " ggo 1260 | | 2620 3200
m/z--> 50 100 150 200 250 300 350
Abundance #184865p,p'-DDT L LI L L L N DL B
235.0 13.00 13.20 13.40 13.60
m/z 43.10 16.43%
5000
165.0
mz-> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF092218 .M Tue Sep 25 13:10:43 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 6.10 ng 266850 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 76

Abundance Scan 1974 (13.698 min): BF109259.D (-1972) (-) m/z 57.10 100.00%

57.1 831

5000

1158.0 182.2204.2 247.1 2811 13.40 13.60 13.80 14.00

Of ' m/z 43.10 93.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane

5000 AU A
13.40 13.60 13.80 14.00
m/z 83.10 90.84%
. 1390 1820 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58277: Cyclotetradecane
53.0

13.40 13.60 13.80 14.00
m/z 97.10 85.13%

5000
139.0 168.0 196.0 M\NJHA\VM“WN“”J\“~wyﬂmwkﬂuwmym
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R R B
57.0 13.40 13.60 13.80 14.00

m/z 69.10 72 .26%

83.0
5000

111.0

f

29.0

139.0 168.0 196.0 2270 258.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF092218 .M Tue Sep 25 13:10:44 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .93 3.82 ng 163976 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2183 (14.927 min): BF109259.D (-2180) (-) m/z 57.10 100.00%
57.1
5000 VJLM
R N IR BRI UGS
141.1 295 1 . 14.60 14.80 15.00 15.20
0...|, l “ L 28, 2 B3 w/z 71.10 69.25%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L BRI BRI BRI SO
mmmmmmmm
99.0 m/z 43.10 60.05%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #194493: Hexacosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 50.48%
99.0
oL L. ]I|‘; | 110 1830 2250 2670 309.0 367.0
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #215181: 2-methyloctacosane T T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 20.63%
- W
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 1%0 260 250 300 3éo ' 1460 1480 1500 1520 '

8270-BF092218 .M Tue Sep 25 13:10:44 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6
R.T. EstConc Area Relative to ISTD R.T.
15.69 5.18 ng 222429 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87
Abundance Scan 2313 (15.692 min): BF109259.D (-2308) (-) m/z 57.10 100.00%
57.1
85.1
5000
i L nesniorieme o 15140 15160 15,80 1600
ol - L m/z 71.10 75.63%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 LRI B B SUMLN SR
1540 15.60 15.80 16.00
m/z 43.10 60.18%
. 290 f130 141.0169.0197.0225,02530 29503280 _ 3670
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0 15.40 15.60 15.80 16.00
5000 m/z 85.10 57.21%
29.0! 141.0
e | o
U J'hl"' T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T
57.0 15.40 15.60 15.80 16.00
m/z 55.05 25.40%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF092218.M Tue Sep 25 13:10:45 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109259.D

Aca On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample : J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.15 4.21 ng 181011 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2391 (16.151 min): BF109259.D (-2385) (-) m/z 57.05 100.00%
57.0
5000 }\wWV‘,,,\«v_/\N,MWﬁ_vﬂvﬂwv
%1mu 1980 1600 1650 1640
197.1 239.1 ) : : : :
0....,] 1|'| g 23 288 ) m/z 71.10 80.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR AR
mmmmmmmm
99.0 m/z 43.10 62.95%
o L4 | ) 1410 1830 2250 267.0 300.0 351.0 4220
m/z--> 55 160 1éo 260 2éo 360 3éo 460 !
Abundance #223852: Hentriacontane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.05 56.23%
99.0
o J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 55 160 1éo 260 250 360 3éo 460 !
Abundance #141426: Heneicosane T T T
57.0 15.80 16.00 16.20 16.40
m/z 41.00 21.29%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> % ﬁo @ 2& %o ﬂ)3% ﬁo ! mmmmmmmm'

8270-BF092218 .M Tue Sep 25 13:10:46 2018 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109259.D

Acq On : 24 Sep 2018 11:38

Operator : JU/SJ

Sample - J5021-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .90 2.6 ng 97247 1 6.70 742980 20.0
unknown6 .47 6.47 62.1 ng 2305640 1 6.70 742980 20.0
Hexadecane 10.40 4.7 ng 297590 3 9.74 1261160 20.0
Pentadecane, 2,6,... 10.67 12.8 ng 618217 4 11.22 965144 20.0
Heptadecane, 2,6,... 11.13 14.6 ng 703431 4 11.22 965144 20.0
Tetratetracontane 11.48 3.3 ng 160118 4 11.22 965144 20.0
4,4 -Bis(tetrahyd... 12.42 3.4 ng 162700 4 11.22 965144 20.0
1,1-Dichloro-2,2-... 13.37 2.5 ng 107935 5 13.84 875080 20.0
Cyclopentadecane 13.70 6.1 ng 266850 5 13.84 875080 20.0
Octacosane 14.93 3.8 ng 163976 6 15.24 859083 20.0
Hexacosane 15.69 5.2 ng 222429 6 15.24 859083 20.0
Triacontane 16.15 4.2 ng 181011 6 15.24 859083 20.0
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