LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample : J6085-04 10X

Misc :

ALS Vial : 18 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-BF112618.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 2.163 9 13 24 rVB2 41594 67810 6.84% 1.094%
2 6.722 784 788 800 rBV 33618 72162 7.28% 1.165%
3 6.934 821 824 838 rBV 224867 257843 26.02% 4.162%
4 7.092 847 851 861 rBV 53590 73848 7.45% 1.192%
5 7.528 922 925 938 rBV 18026 50915 5.14% 0.822%
6 8.216 1039 1042 1059 rVvB 289555 363816 36.71% 5.872%
7 8.369 1065 1068 1076 rBV 38430 46643 4.71% 0.753%
8 9.286 1221 1224 1231 rBV 118881 133521 13.47% 2.155%
9 9.345 1231 1234 1237 rVB 26237 26998 2.72% 0.436%
10 9.604 1273 1278 1280 rBvV2 40152 54366 5.49% 0.877%
11 9.663 1284 1288 1290 rBV 88533 91229 9.21% 1.472%
12 9.686 1290 1292 1295 rvv2 38454 38148 3.85% 0.616%
13 9.727 1295 1299 1301 rVvVv 43530 43690 4_.41% 0.705%
14 9.822 1310 1315 1317 rBvV2 65081 86221 8.70% 1.392%

15 9.875 1317 1324 1328 rVV2 89091 185018 18.67% 2.986%

16 9.916 1328 1331 1333 rBV2 98489 110226 11.12% 1.779%

17 9.945 1333 1336 1338 rVvv3 57793 82557 8.33% 1.332%
18 9.975 1338 1341 1346 rVV 358095 396245 39.98% 6.395%
19 10.051 1352 1354 1356 rBV 50093 37035 3.74% 0.598%
20 10.110 1360 1364 1367 rBV3 125632 200237 20.21% 3.232%
21 10.133 1367 1368 1371 rVB 70432 53096 5.36% 0.857%
22 10.163 1371 1373 1376 rBV 79452 78230 7.89% 1.263%
23 10.198 1377 1379 1381 rBV 105238 85826 8.66% 1.385%

24 10.369 1405 1408 1412 rBV2 155631 215045 21.70% 3.471%
25 10.410 1412 1415 1417 rBV 204198 203908 20.58% 3.291%

26 10.598 1443 1447 1450 rBV 432846 603055 60.85% 9.733%
27 10.869 1489 1493 1496 rBV 872965 991007 100.00% 15.995%
28 11.339 1570 1573 1575 rBV 635214 590738 59.61% 9.534%
29 14.133 2044 2048 2058 rVB 339392 400955 40.46% 6.471%

30 14.710 2144 2146 2152 rVB2 56515 56492 5.70% 0.912%
31 14.857 2168 2171 2176 rVB2 50217 60379 6.09% 0.975%
32 14.957 2185 2188 2191 rVB 34036 41130 4._.15% 0.664%
33 15.051 2201 2204 2209 rVB2 35023 42478 4._.29% 0.686%
34 15.151 2218 2221 2225 rVB 28470 29865 3.01% 0.482%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample : J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.198 2226 2229 2233 rVB 26401 30756 3.10% 0.496%
36 15.592 2293 2296 2302 rVB4 23390 32069 3.24% 0.518%
37 15.662 2304 2308 2315 rBV 146026 229760 23.18% 3.708%
38 16.039 2368 2372 2377 rBV2 22181 32500 3.28% 0.525%

Sum of corrected areas: 6195817
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
BF111103.D

29 Nov 2018 21:05

JussJ

J6085-04 10X

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF112618 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

2.16 5.26 ng 67810 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 12 (2.157 min): BF111103.D (-9) (-) m/z 73.10 100.00%
741
5000 43.0
550 87.0 )
| |I | 49.0 | 2.20 2.30 2.40 2.50 2.60
LRy ARt AL RARSA IARA RAA) SAARS AARES SARAI LA AAARA AARS SARAS BB RN AR BRI B m/z 43.00 39.77%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
' 55.0 87.0 m/z 55.00 30.99%
o 2,9|'035.0, |,‘| | 67.0| |, 80.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #827: 1-Propene-1-thiol
73.0
220 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.99%
45.0
0 399\\ 55.061.067.0 . I
miz> 5 10 15 2 25 30 35 40 45 50 55 60 85 70 75 80 5 90 96
Abundance #734: N-Ethylformamide e ma e RARAaREE
30.0 2.20 2.30 2.40 2.50 2.60
73.0 m/z 41.00 20.89%
5000
44.0 58.0
18.0
O'P“W”“h”ﬁ”“l”'“”ﬁﬁ'JhW“P”W””P“W“”P“W““P”W““P”W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60

8270-BF112618.M Fri Nov 30 10:11:46 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown6.72 Concentration Rank 9

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

6.72 5.60 ng 72162 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 788 (6.722 min): BF111103.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1 ]\
200 g4 || %I'O 50 660 680 700
o ] 1 N N N | S m/z 68.10 38.84%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i ook e
4o o o m/z 134.00  30.96%
0....|....||‘.|...il....|‘.'.|ll|..I.I.I."....‘|..I:.|.1.0.7.?...|.'|....|I|...|..
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
97.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.86%
70.0
31.0 52.0
o | Ny , 860 | 10701160 ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine gt ,h. e
132.0 6.40 6.60 6.80 7.00
69.0 m/z 96.00 15.61%
104.0
5000
31.0 51.0
0'”'ﬂ'M\J'WH”'P'th?ﬁq”'P'”l”'W'”'P'”l“"" LRSS AR AR
m/z--> 30 40 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Eicosane Concentration Rank 12

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

9.66 4.60 ng 91229 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 64
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 58

5 Sulfurous acid, pentyl undecyl e... 306

C16H3403S

1000309-14-4 58

Abundance Scan 1288 (9.663 min): BF111103.D (-1284) (-) m/z 57.05 100.00%
57.0
5000
193.2 A o e
1131 1411, .0 9.40 9.60 9.80 10.00
(o} ; m/z 43.10 82.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 LA L L L L L B
85.0 9.40 9.60 9.80 10.00
29.0 m/z 71.05 81.69%
o || ) 130 1410 1600 197.0 2250 2530 282.0
R R B B o e AR i a s nas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105892: Heptadecane, 7-methyl-
57.0
9.40 9.60 9.80 10.00
5000 m/z 41.05 42 .05%
820 112.0
290‘ ‘ ' 1400 168.0
0...P@.wh..q.NL,M.Jh.mh,”..u....J.....2979 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane e R R
57.0 9.40 9.60 9.80 10.00
m/z 85.05 40.60%
5000 85.0
23.0 113.0 169.0
O bbb 2400 L 280 s M TV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Oxalic acid, cyclobutyl hex... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.82 4_.35 ng 86221 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl hexadecv... 368 C22H4004 1000309-70-6 52
2 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 46
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 43
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 43

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 38

Abundance Scan 1315 (9.822 min): BF111103.D (-1310) (-) m/z 57.10 100.00%
1

5000
109.1

193.2 IIIIIIIIIIIIIIIIIIIIIII
1371 1731 9.60 9.80 10.00 10.20

o} m/z 43.10 68.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195550: Oxalic acid, cyclobutyl hexadecy! ester
55.0
5000 LA B L L L L L L LB
9.60 9.80 10.00 10.20
m/z 41.05 65.98%
29.0 83.0
0 111.0 1490 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #186678: Oxalic acid, cyclobutyl pentadecyl ester
55.0
LA W o e
9.60 9.80 10.00 10.20
5000 m/z 71.10 52.91%
85.0
B0 10 40 2100 2550
L s m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119525: 1-Decanoal, 2-octyl- B
57.0 9.60 9.80 10.00 10.20

m/z 55.10 51.93%

5000

29.0

168.0 196.0 224.0 252.0
e B i s e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexatriacontane Concentration Rank 7

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

9.87 9.34 ng 185018 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 64
2 Tritetracontane 605 C43H88 007098-21-7 64
3 10-MethvlInonadecane 282 C20H42 056862-62-5 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 58

Abundance Scan 1323 (9.869 min): BF111103.D (-1317) (-) m/z 57.10 100.00%
7.1
193.2
5000 109.1

9.60 9.80 10.00 10.20

ol A e m/z 43.10 93.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
5000 LA L L L L L L

9.60 9.80 10.00 10.20
m/z 71.10 82.26%

13.0 169.0 225.0 281.0 337.0 393.0 449.0 506.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
R R RAREEEE R R
9.60 9.80 10.00 10.20
5000 m/z 41.05 80.65%
o 101690 225.0 281.0 337.0 393.0 463.0 519.0 575.0
R o o e R BN R R e e e e e S
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129494: 10-Methylnonadecane R L B
57.0 9.60 9.80 10.00 10.20
m/z 55.05 73.90%
5000
154.0
Ob (4 267.0
IR o e o e N E e e e e e R RE SR EE S R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Sulfurous acid, butyl nonyl... Concentration Rank 10

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

9.92 5.56 ng 110226 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 58
2 Tetradecane 198 C14H30 000629-59-4 58
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 53
4 Tridecane 184 C13H28 000629-50-5 53
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 53

Abundance Scan 1332 (9.922 min): BF111103.D (-1328) (-) m/z 57.10 100.00%
57.1
97.1
5000
|‘ 19.0 15117731 207.2 '9.60 9.80 10.00 10.20
o SM—— - m/z 97.10 60.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0
5000 L IR LN U B
85.0 9.60 9.80 10.00 10.20
290 m/z 55.05 56.43%
. 1, | 12701510 1790
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0
'9.60 9.80 10.00 10.20
5000 85.0 m/z 43.10 55.07%
29.0
0 \’ ul ‘ Il 1\1130‘1410 169.0 1980
m/z--> 20 40 eb éo 100 120 140 160 180 260 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane R e
57.0 9.60 9.80 10.00 10.20
m/z 41.10 44 _29%
5000
85.0
29.0
0 “ 1l ‘ ‘1130 1690 2110 206.0
m/z--> 20 40 eb 80 100 150 140 1éo 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Nonane, 2-methyl-5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.11 10.11 ng 200237 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 72
2 Eicosane 282 C20H42 000112-95-8 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Hexadecane 226 Cl16H34 000544-76-3 59
5 Dodecane 170 C12H26 000112-40-3 58
Abundance Scan 1364 (10.110 min): BF111103.D (-1360) (-) m/z 57.10 100.00%
57.1
5000
85.1
159.1 AUV AR
112.1 9.80 10.00 10.20 10.40
133.1
0 ...,....,'...|.,.'."..,-'....",..-!-.~i-- ML asreaz 2 43.10 0 58,410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48913: Nonane, 2-methyl-5-propyl-
57.0
5000 L LA UL BULL BN
85.0 9.80 10.00 10.20 10.40
290 m/z 71.10 53.17%
' 112.0 1400
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
'9.80 10.00 10.20 10.40
5000 m/z 85.10 30.54%
85.0
29.0
o | | 1130 1410 169.0 197.0 2250 2530 26820
m/z--> 20 46 éo 85 100 150 150 160 180 200 220 240 260 280
Abundance #59879: Tetradecane e AR RAREEEaE A
57.0 9.80 10.00 10.20 10.40
m/z 41.10 29.78%
5000 85.0
29.0
o “ ‘ 1130 1410 169.0 1980
miz> % 40 'e'o' "B 10 1 1o 150 1355 200 0 240 ok 2 '9.80 10.00 10.20 10,40

8270-BF112618_.M Fri Nov 30 10:11:50 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknownl0.16 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.16 3.95 ng 78230 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 49
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 49
3 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 49
4 Nonane. l1l-iodo- 254 C9H191 004282-42-2 47
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 47
Abundance Scan 1373 (10.163 min): BF111103.D (-1371) (-) m/z 43.10 100.00%
Al 711
5000
o1 1310, | Lo 550 1000 1020 1040
o| RS N m/z 57.10 85.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83044: Pentadecane, 4-methyl-
43.0
71.0
5000 U BARRE B
9.80 10.00 10.20 10.40
0
70 183.0 m/z 71.10 80.72%
0 A 1540 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #202264: Octadecane, 1-iodo-
57.0
9.80 10.00 10.20 1040
5000 85.0 m/z 41.10 49 _.05%
29.0
ol ol b AL ITPO 1850 asso ano 2530
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240
Abundance #105896: Heptadecane, 4-methyl- L B e o
43.0 9.80 10.00 10.20 10.40
71.0 m/z 85.10 42 .46%
5000
99.0
0 l ‘\ h‘ |10 1550 1820 200 2390
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF112618_.M Fri Nov 30 10:11:50 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Octadecane, l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.20 4.33 ng 85826 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 1379 (10.198 min): BF111103.D (-1377) (-) m/z 57.10 100.00%
57.1
5000
99.1 9.80 10.00 10.20 10.40 10.60
41.1 183 2 : : : : :
I B I e m/Z 43.10 76.48%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 R U DU LR BN

9.80 10.00 10.20 10.40 10.60
m/z 71.10 63.56%

I l l | 1550 1070 2530

27,0
0....,.... g
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
R e N EERE S SR
9.80 10.00 10.20 10.40 10.60
5000 m/z 85.10 48.77%
99.0
OZW | \Mm1%02w2m0 338.0
e IR e e o e o e T L e B e e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.10 32.55%
5000
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
e I e e e e e e e B L A o B o o e o o R o R o A
m/z--> 50 100 150 200 250 300 350 9. 80 10 00 10. 20 10. 40 10 60

8270-BF112618_.M Fri Nov 30 10:11:51 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 3-Fluorobenzoic acid, tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.37 10.85 ng 215045 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. tetradecvl... 336 C21H33F02 1000279-01-5 50
2 Diallvildivinvisilane 164 C10H16Si 119901-88-1 50
3 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 47
4 3-Fluorobenzoic acid. 3-chloropr... 214 C10H8CIFO02 1000292-61-0 47
5 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 43
Abundance Scan 1408 (10.369 min): BF111103.D (-1405) (-) m/z 123.10 100.00%
128.1
55.1
5000 95.1
2072 RUNNUNSRR SRR SRS I
77 149.1  179.2 2321 10.00 10.20 10.40 10.60
0 ; m/z 55.10 58.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #174081: 3-Fluorobenzoic acid, tetradecy! ester
128.0
95.0
5000 410 UMM BALSRARRS
141.0 mmmmmmmm
75.0 m/z 95.10 46.26%
) 1710 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33581: Diallyldivinylsilane
123.0
95.0 10.00 10.20 10.40 10.60
5000 55.0 m/z 81.10 43.61%
o "'I""‘I‘H"' .‘.‘.. ....l.... -‘---,---.|....|....|....|....| M
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #17204. 1,3-Benzenediamine, 4-methoxy- L B o
128.0 10.00 10.20 10.40 10.60
m/z 41.10 43.46%
5000
95.0
15 0 41h0 i 67\\0 1 ‘ | ‘ 1l
m/z--> 26 Jo éo éo 160 120 1&0 1éo 1éo 260 250 ' 1000 1020 1040 1060 '

8270-BF112618.M Fri Nov 30 10:11:52 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.41 10.29 ng 203908 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 10-MethvlInonadecane 282 C20H42 056862-62-5 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1415 (10.410 min): BF111103.D (-1412) (-) m/z 57.10 100.00%

57.1
5000 85.1

10.00 10.20 10.40 10.60 10.80

131 1541  206.2236.2

0! e T A B B e A m/z 43.10 65.07%
m/z--> 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57.0
5000 850 TT T T[T T I T [T T T T[T T TT[TT
10. OO 10. 20 10 40 10. 60 10 80
29.0 m/z 71.10 56.48%
l113 0141 0 184 0
0 |'. Attt
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
S R Rmm s B R
85.0 10.00 10.20 10.40 10.60 10.80
5000 ' m/z 85.10 44 .54%
0.0 ’ . 154.0
ob L L PR L ene
m/z--> 50 1 150 200 250 300 350
Abundance #194493: Hexacosane T R EEE B
57.0 10.00 10.20 10.40 10.60 10.80
m/z 55.10 34.72%
5000 85.0
29.0
oL j . ‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
e . L B o e e e RAE. R RmEE B R
m/z--> 50 100 150 200 250 300 350 10. OO 10. 20 10 40 10. 60 10 80

8270-BF112618.M Fri Nov 30 10:11:53 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Undecane, 3,5-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.60 30.44 ng 603055 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 81
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Undecane. 5-ethvl- 184 C13H28 017453-94-0 78
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 78
Abundance Scan 1447 (10.598 min): BF111103.D (-1443) (-) m/z 57.10 100.00%
51.1
5000
85.1 A
113.1 10.20 10.40 10.60 10.80 11.00
0 ..,....-,'...| g T AT 1092 19092202 m/z 43.10 49.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
5000 VLA ALY
10,20 1040 10.60 10.80 11.00
0.0 85.0 m/z 71.10 48 .56%
0 1 1112.0 155.0 184.0
m/z--> 20 45 60 85 100 120 140 1éo 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
10.20 10.40 10,60 10.80 11.00
5000 m/z 41.10 25.07%
85.0
29.0
0 \‘ l H\ ” \‘ \‘ \‘ 141 0 18\3 0 225.0 253 0 282.0
m/z--> 20 45 60 85 100 120 150 1é0 180 200 220 240 260 280
Abundance #129492: Eicosane A EEEEE B
57.0 10.20 10.40 10.60 10.80 11.00
m/z 85.10 24 _49%
5000
85.0
29.0
o ‘ | 1180 1410 169.0 197.0 2250 2530 2820
m/z--> 25 45 60 80 100 150 140 1éo 180 200 220 240 260 280 10,20 1040 10.60 10.80 11.00

8270-BF112618.M Fri Nov 30 10:11:53 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.87 33.55 ng 991007 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
Abundance Scan 1493 (10.869 min): BF111103.D (-1489) (-) m/z 57.10 100.00%
57.1
5000
85.1
113 e B
411 1832 10.60 10.80 11.00 11.20
0..'.|, b -‘ L 3.,.... 282 . m/z 71.10 71.23%
m/z--> 50 100 150 200 250 300 350
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LR BN SUMRE B B
85.0 10.60 10.80 11.00 11.20
"7 113.0 m/z 43.10 53.86%
29.0 183.0
0 | I.J J ll ! 15?° A 225.0253.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 28.68%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane A R m
57.0 10.60 10.80 11.00 11.20
m/z 41.10 26 .06%
5000 85.0
29.0
0 ‘ ﬁ13°14101690197022502530281030903380
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20

8270-BF112618_.M Fri Nov 30 10:11:54 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.34 20.00 ng 590738 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Octacosane 394 C28H58 000630-02-4 86
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83

Abundance Scan 1573 (11.339 min): BF111103.D (-1570) (-) m/z 57.10 100.00%

57.1
5000

11.00 11.20 11.40 11.60

99.1
| 1 j1411 1832 218.2 250.3

0 ...:,...., T R e e e A T m/z 71.10 75.59%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 LA L L L L B |
11.00 11.20 11.40 11.60
99.0 m/z 43.10 49_19%
o | | ||y 1410 1830 2390  296.0
et T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R R RS
11.00 11.20 11.40 11.60
5000 m/z 85.10 43.53%
99.0
o 2700 | || )y, 1AL 0 183. 0 2250 281.0  337.0  394.0
e I e o e e e T L e e e o e e |
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo- e o A REREE R
57.0 11.00 11.20 11.40 11.60
m/z 41.10 23.61%
5000
270 99.0
155 0
0 0 o ) A
m/z--> 50 100 150 200 250 300 350 11. 00 11. 20 11.40 11.60

8270-BF112618.M Fri Nov 30 10:11:55 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknownl4.71 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.82 ng 56492 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 43
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 37
3 Isophthalic acid. 2.6-dichloroph... 422 C22H24Cl1204 1000344-62-6 22
4 l1sophthalic acid. 2-fluorophenvl... 372 C22H25F04 1000344-65-7 22
5 Cyclohexaneamine, N-but-2-enylid... 167 C10H17NO 068048-01-1 22
Abundance Scan 2146 (14.710 min): BF111103.D (-2144) (-) m/z 70.10 100.00%
70.1
112.1 149.0
5000 2612
4140 o e S e T
l l‘ ﬁ l 78.0 217.1 300.1 371.2 14.40 14.60 14.80 15.00
ol Lt by L | m/z 149.00 58.42%
m/z--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 L B DU I B
70.0 14.40 14.60 14.80 15.00
149.0 m/z 112.10 55.56%
41.0 | 104.0 219.0
L o e [ L S S SR S
m/z--> 50 100 150 200 250 300 350
Abundance #207812: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
112.0
167.0 R BRI BRI B
70.0 14.40 14.60 14.80 15.00
5000 m/z 261.20 51.97%
410 279.0
0 H |‘!1] Ll k 204.0233.0 L 318.0 361.0390.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #219653: Isophthalic acid, 2,6-dichlorophenyl octyl ester L
261.0 14.40 14.60 14.80 15.00
m/z 167.00 32.68%
5000
149.0
0 69.0 10“1-0‘ O 202.0 293.0
m/z--> 50 100 150 200 250 300 350 ' 14,40 14.60 14.80 15.00

8270-BF112618.M Fri Nov 30 10:11:55 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Phthalic acid, bis(7-methyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.86 3.01 ng 60379 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 64
2 Phthalic acid. nonvl pentadecvl ... 502 C32H5404 1000308-92-7 46
3 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 000146-50-9 38
4 2-(l1sobutoxvcarbonvDbenzoic acid 222 C12H1404 1000373-52-8 35
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 27
Abundance Scan 2172 (14.862 min): BF111103.D (-2168) (-) m/z 149.00 100.00%
148.0
5000 57.1
j s . 2932 "0 1460 1500 30
0...,' . e B I m/z 57.10 41.52%
m/z--> 50 100 150 200 250 300 350
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
148.0
5000 L S B SULBUL I
43.0 71.0 14.60 14.80 15.00 15.20
m/z 43.10 32.37%
SIS N VE2. N I LR
m/z--> 50 100 150 200 250 300 350
Abundance #235537: Phthalic acid, nonyl pentadecy! ester
148.0
14,60 14.80 15.00 15.20
5000 m/z 71.10 19.76%
43.0
71.0
oL, \I” |H' 'Iu"u“ I]-?%IOI — I{ —r— I?llllol —— I29Il3lol —— |3|77|0
m/z--> 50 100 150 200 250 300 350
Abundance #172659: 1,2-Benzenedicarboxylic acid, bis(4-methylpentyl)... B EERR Bam e L
149.0 14.60 14.80 15.00 15.20
m/z 41.00 17.50%
5000
85.0
43.0 251.0
0 | “‘ 1210 | _ | 2910 3340
L AL L L L L L L L TTTr T Ty T T
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF112618.M Fri Nov 30 10:11:56 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Phthalic acid, 3-methylbuty... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.58 ng 41130 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 3-methvlbutvl oct... 488 C31H5204 1000356-81-9 53
2 Phthalic acid. heptadecvl 3-meth... 474 C30H5004 1000356-81-8 53
3 Phthalic acid. 3-fluorophenvl he... 498 C31H43F04 1000356-66-2 50
4 Phthalic acid. 4-methvlpent-2-vl... 376 C23H3604 1000356-87-9 50
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 50
Abundance Scan 2189 (14.962 min): BF111103.D (-2185) (-) m/z 149.00 100.00%
149.0
5000
" l\ ] 1040 | 189.1221.1 29?-2 14.60 14.80 15.00 15.20
017 Lol b s L Tm/z 57.10  25.20%
m/z--> 100 150 200 250 300 350 400
Abundance #233898: Phthalic acid, 3-methylbutyl octadecy! ester
149.0
5000 R R R SRS
14,60 14.80 15.00 15.20
71.0 2370 m/z 71.10 20.84%
01200/ | | 1040 C 419.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #231790: Phthalic acid, heptadecyl 3-methylbutyl ester
149.0
14:60 14.80 15.00 15.20
5000 m/z 43.10 19.35%
1.0 237.0
01200 , | 1040 C 405.0
nm/z--> 50 100 150 200 250 300 350 400
Abundance #235081: Phthalic acid, 3-fluorophenyl heptadecy! ester R AR EEEEE T
149.0 14.60 14.80 15.00 15.20
m/z 41.05 15.26%
5000
57.0
o 26.0 | L‘ 1}\2.0 243.0 387.0
m/z--> 50 160 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Phthalic acid, 3-fluorophen... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.05 3.70 ng 42478 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 3-fluorophenvl no... 386 C23H27F04 1000356-67-2 64
2 Phthalic acid. 3.4-dichlorophenv... 422 C22H24Cl1204 1000315-52-0 64
3 Phthalic acid. nonvl 2-propvlpen... 404 C25H4004 1000377-92-5 64
4 Phthalic acid. 2-fluorophenvl pe... 470 C29H39F04 1000356-50-2 59
5 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1000322-81-5 59
Abundance Scan 2204 (15.051 min): BF111103.D (-2201) (-) m/z 149.00 100.00%
149.0
5000
431 411 MMM fhaadiesa st
104.0127.1 1729 293.2 14.80 15.00 15.20 15.40
0 ,....,...1!|,.--.'-|.-.~:|..-.-,.l...,-."...,. U] N N m/z 43.10 24.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205677: Phthalic acid, 3-fluorophenyl nonyl ester
149.0
5000 L S B SIS B
14.80 15.00 15.20 15.40
430 m/z 71.10 19.61%
o G0, Mo, w2 | g 2302150
U AU A S S B S B S A S B s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #219657: Phthalic acid, 3,4-dichlorophenyl 2-ethylhexy! ester
149.0
" 14:80 15.00 15.20 15.40
5000 m/z 57.10 18.26%
570 113.0
o220, ‘ ‘830 L . 1860 2300 2610 293.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance #213858: Phthalic acid, nonyl 2-propylpentyl ester I a  BREEEEES B
149.0 14.80 15.00 15.20 15.40
m/z 85.05 13.79%
5000
200 570 840 1120 | 293.0
mz-> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111103.D

Aca On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample = J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknownl6.04 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.04 2.83ng 32500  Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Decane. 1-iodo- 268 CLOH211 002050-77-3 35
2 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 35

3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S

1000309-20-2 27

4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 27
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 27
Abundance Scan 2372 (16.039 min): BF111103.D (-2368) (-) m/z 57.10 100.00%
57.1
5000 85.0 149.0
| | ‘ l| 131 189.1 3021 15.80 16.00 16.20 16.40
Obrrrredl ol L m/z 43.05 67.60%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116706: Decane, 1-iodo-
57.0
85.0
5000 LIRS
15.80 16.00 16.20 16.40
29.0 156.0 m/z 85.00 50.64%
o L1, | 1270 ] 1830 268.0
R R S e R RAaioasnesE e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164585: 5-Butyl-5-ethylheptadecane
57.0
R B B
15.80 16.00 16.20 16.40
5000 85.0 m/z 71.10 46.48%
113.0 155.0
oo Ll ] ass0 a105mg 270 2950
I e N .
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester b RREmE EE e
57.0 15.80 16.00 16.20 16.40
m/z 149.00 45 _.51%
5000 85.0
20.0 113.0
el O

15.80 16.00 16.20 16.40

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

8270-BF112618.M Fri Nov 30 10:11:58 2018

Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112918\
Data File : BF111103.D

Acq On : 29 Nov 2018 21:05

Operator : JU/SJ

Sample : J6085-04 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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... 2.16 5.3 ng 67810 1 6.93 257843 20.0
unknown6.72 6.72 5.6 ng 72162 1 6.93 257843 20.0
Eicosane 9.66 4.6 ng 91229 3 9.97 396245 20.0
Oxalic acid, cycl... 9.82 4.3 ng 86221 3 9.97 396245 20.0
Hexatriacontane 9.87 9.3 ng 185018 3 9.97 396245 20.0
Sulfurous acid, b... 9.92 5.6 ng 110226 3 9.97 396245 20.0
Nonane, 2-methyl-... 10.11 10.1 ng 200237 3 9.97 396245 20.0
unknown10.16 10.16 4.0 ng 78230 3 9.97 396245 20.0
Octadecane, 1-iodo- 10.20 4.3 ng 85826 3 9.97 396245 20.0
3-Fluorobenzoic a... 10.37 10.9 ng 215045 3 9.97 396245 20.0
Tridecane 10.41 10.3 ng 203908 3 9.97 396245 20.0
Undecane, 3,5-dim... 10.60 30.4 ng 603055 3 9.97 396245 20.0
Pentadecane, 2,6,... 10.87 33.5 ng 991007 4 11.48 590738 20.0
Heptadecane, 2,6,... 11.34 20.0 ng 590738 4 11.48 590738 20.0
unknownl4 .71 14.71 2.8 ng 56492 5 14.13 400955 20.0
Phthalic acid, bi... 14.86 3.0 ng 60379 5 14.13 400955 20.0
Phthalic acid, 3-... 14.96 3.6 ng 41130 6 15.66 229760 20.0
Phthalic acid, 3-... 15.05 3.7 ng 42478 6 15.66 229760 20.0
unknownl16.04 16.04 2.8 ng 32500 6 15.66 229760 20.0
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