LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34 Instrument :

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

3?22Ie - J4400-11 RA-081018-FL-011

ALS Vial : 19 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 2.390 4 9 17 rVB 459231 668077 15.68% 1.498%
2 5.266 493 498 509 rvB 760618 942869 22.13% 2.114%
3 5.648 558 563 566 rBY 4146736 4116786 96.65% 9.231%
4 6.636 725 731 734 rBVY 4047542 4259688 100.00% 9.551%
5 6.789 752 757 760 rBY 4500417 4199766 98.59% 9.417%
6 7.019 792 796 799 rBVY 1389431 1103069 25.90% 2.473%
7 7.178 818 823 826 rBVY 3567471 3288400 77.20% 7.373%
8 7.578 886 891 894 rBVY 2717967 2654392 62.31% 5.952%
9 8.301 1010 1014 1017 rBV 1538505 1254192 29.44% 2.812%
10 9.301 1182 1184 1187 rVB 64024 56378 1.32% 0.126%
11 9.372 1191 1196 1200 rBV 4196305 4188903 98.34% 9.392%
12 9.442 1204 1208 1211 rBvV2 62637 75346 1.77% 0.169%
13 9.636 1237 1241 1245 rBV3 51905 72211 1.70% 0.162%

14 9.719 1246 1255 1257 rvv2 73172 109154 2.56% 0.245%
15 9.760 1257 1262 1270 rVB 445433 483304 11.35% 1.084%

16 9.972 1292 1298 1302 rBV2 86875 92276 2.17% 0.207%
17 10.066 1307 1314 1317 rBV 1160212 1162201 27.28% 2.606%
18 10.095 1317 1319 1321 rVB 64756 48840 1.15% 0.110%
19 10.160 1326 1330 1334 rBV2 33014 47107 1.11% 0.106%
20 10.201 1334 1337 1340 rBV2 33260 45541 1.07% 0.102%
21 10.260 1344 1347 1350 rVB2 89599 89446 2.10% 0.201%
22 10.295 1350 1353 1357 rBV3 82662 104162 2.45% 0.234%
23 10.377 1363 1367 1369 rBV 58055 61135 1.44% 0.137%
24 10.407 1369 1372 1378 rVB2 50731 65668 1.54% 0.147%

25 10.472 1378 1383 1387 rBV2 116284 132790 3.12% 0.298%

26 10.613 1403 1407 1409 rBVZ2 53142 53297 1.25% 0.120%
27 10.695 1416 1421 1423 rBV 169180 174168 4_.09% 0.391%
28 10.854 1444 1448 1452 rBV 2440717 2187068 51.34% 4.904%
29 10.960 1461 1466 1474 rVB 251618 333801 7.84% 0.748%
30 11.395 1537 1540 1542 rBV 70546 61674 1.45% 0.138%

31 11.430 1542 1546 1548 rVB 110636 110316 2.59% 0.247%
32 11.560 1564 1568 1570 rBV 1334117 1141833 26.81% 2.560%
33 11.583 1570 1572 1575 rVV 592702 448434 10.53% 1.005%
34 11.636 1578 1581 1584 rVvVv 139773 134036 3.15% 0.301%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34 Instrument :

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

3?22Ie - J4400-11 RA-081018-FL-011

ALS Vial : 19 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-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.666 1584 1586 1591 rVB2 43645 55912 1.31% 0.125%
36 11.783 1603 1606 1609 rBV2 79921 84033 1.97% 0.188%

37 12.060 1650 1653 1656 rBV 124934 110860 2.60% 0.249%
38 12.089 1656 1658 1662 rVB2 128069 104125 2.44% 0.233%
39 12.142 1662 1667 1670 rBV2 58276 86411 2.03% 0.194%
40 12.177 1670 1673 1675 rBV2 123383 126379 2.97% 0.283%

41 12.236 1680 1683 1686 rBVY 54440 54073 1.27% 0.121%
42 12.354 1701 1703 1706 rBVY 54806 52208 1.23% 0.117%
43 12.518 1727 1731 1733 rBV2 48099 62203 1.46% 0.139%
44 12.613 1745 1747 1751 rBV2 59590 78941 1.85% 0.177%

45 12.777 1772 1775 1779 rVB 749240 657002 15.42% 1.473%

46 13.013 1812 1815 1820 rVB 676394 635210 14.91% 1.424%

47 13.060 1820 1823 1826 rBV2 55652 55590 1.31% 0.125%
48 13.148 1830 1838 1841 rBV 4558718 4118777 96.69% 9.235%
49 13.336 1868 1870 1872 rBVY 98830 82780 1.94% 0.186%
50 13.407 1879 1882 1884 rVB 113508 103798 2.44% 0.233%
51 13.442 1884 1888 1891 rBV2 66577 91317 2.14% 0.205%
52 13.989 1979 1981 1983 rBV 53397 49606 1.16% 0.111%

53 14.030 1984 1988 2001 rVB3 381349 584572 13.72% 1.311%
54 14.212 2014 2019 2022 rBV2 1431270 1586572 37.25% 3.557%
55 14.242 2022 2024 2031 rVB 298827 268658 6.31% 0.602%

56 14.324 2035 2038 2039 rBV 58845 48685 1.14% 0.109%
57 14.654 2092 2094 2100 rBvV4 68961 84271 1.98% 0.189%
58 15.307 2201 2205 2208 rBV 164449 266199 6.25% 0.597%
59 15.642 2259 2262 2268 rVB 106071 138906 3.26% 0.311%
60 15.707 2269 2273 2279 rBV 143659 198578 4.66% 0.445%

61 15.777 2280 2285 2289 rBV 617966 847614 19.90% 1.900%

Sum of corrected areas: 44599608
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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: BF108152.D
565 6.64

4000000
7.18

3000000 758

2000000
7.02

1000000 5.27

o —— |
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: BF108152.D

4000000

3000000
10.85

2000000
11.56

10.07
12.78 13.01l

1000000

-
13.00

O e LA S e S e e ey e e e B L e S e B e B e s s o s s ——

f 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: BF108152.D

4000000
3000000

2000000 14.21

1000000 15.78
14.0314.24
ho Jleze 1485 153 148

O r———
Time--> 13.50

I
17.50

— — T — T T T
18.00

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00

T L
14.00 18.50
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\
BF108152.D

14 Aug 2018 18:34

Ju/sJ

J4460-11

RA-081018-FL-011

19 Sample Multiplier: 1

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

= 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 4

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

2.39 12.11 ng 668077 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 9 (2.390 min): BF108152.D (-4) (-) m/z 73.05 100.00%
73.0
5000 431 J\
550 87.0 N —
‘ 65.0 2.40 2,50 2.60 2.70 2.80
b et 820 L L Tm/z 43.10  49.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 AR BARSERARAE RARSE AR
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.05 32.10%
29.0 |
o ] AR L,
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
40 g 87.0 2.40 250 2.60 2.70 2.80
5000 ' m/z 87.05 24 .52%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-  Rmamn s RAan R
73.0 2.40 2,50 2.60 2.70 2.80
m/z 41.10 15.74%
5000 43.0
58.0
29.0 870
0"|'“'|"m““"w**"w"'l”"l'“'l"”l"'w"' AR R AN RARSE R
m/z--> 10 20 30 40 50 60 70 90 100 2.40 2,50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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 3

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

5.27 17.10 ng 942869 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 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 499 (5.272 min): BF108152.D (-493) (-) m/z 43.10 100.00%
43.1
50.1
5000
| 650 1°|1-1 500 520 540 560
Y 1 NN MMt U m/z 59.10 52.49%
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 R R LS UL IR
59.0 500 520 540 5.60
m/z 101.10 16.14%
31.0 g30 1010
0”'P“W'”ﬁh'wh”l”“P'”P”'W”W'”Wh'ﬂ”“l””P”'P“W
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
59.0
500 520 540 560
5000 1.0 m/z 58.10 15.38%
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate T e
43.0 5.00 520 5.40 5.60
m/z 41.10 8.27%
5000
58.0
Ol e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

8270-BF080818.M Wed Aug 15 17:39:12 2018

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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 3 unknown6.79 Concentration Rank 1

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

6.79 76.15 ng 4199770 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 757 (6.789 min): BF108152.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 BRSNS AR LR
400 541 ‘ 6.40 6.60 6.80 7.00 7.20
Obr el bl Jer | oweowro L /7 68.10  46.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LSRR AR S SRS
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.94%
Uns Ranas ""I'I'“I”“'éﬂl?"'ll' ﬁqlp"'l"'tl"'h ﬁl?fpl""l IABEBN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.96%
92.0
65.0
oL 270 390 510 | 7700 1059 117.0
s B B a B B e 1 16 1k B i
Abundance #14395: 1,3,5-Trifluorobenzene A L R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 18.85%
5000
63.0 81.0
31.0 50.0 101.0 112.0
0||||||||| T |||‘|l|||||‘|||||||||||||||‘||||||| ERERE . S— R N— —T —T —
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

Sample : J4460-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

RA-081018-FL-011

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

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

Concentration Rank 9

Peak Number 5 unknownl10.47

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

10.47 2.29 ng 132790 Acenaphthene-d10 10.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 49
2 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 47
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 46
4 Hexadecane 226 C16H34 000544-76-3 46
5 Octacosane 394 C28H58 000630-02-4 43

Abundance Scan 1383 (10.472 min): BF108152.D (-1378) (-) m/z 57.10 100.00%
57.1
5000
10.20 10.40 10.60 10.80
0 m/z 43.10 75.00%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L LB LB
10.20 10.40 10.60 10.80
m/z 71.10 49 _.96%
99.0
0 27,0 |y, 141.0 183.0 225.0 267.0 323.0 380.0
— = e
m/z--> 50 100 150 200 250 300 350
Abundance #163874: Tetradecane, 1-iodo-
57.0
A RS S
10.20 10.40 10.60 10.80
5000 m/z 41.10 32.22%
27,0 ‘ ‘
99.0 155.0
o N O bt
m/z--> 50 100 150 200 250 300 350
Abundance #113721: Sulfurous acid, butyl nonyl ester B
57.0 10.20 10.40 10.60 10.80
m/z 85.05 32.11%
5000
oL 210y | | 704270 1790
L B e e e e I I e e e L L e o i e o o S M R R e REREEmE
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80

8270-BF080818.M Wed Aug 15 17:39:13 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.00 ng 174168 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 80
2 Heneicosane 296 C21H44 000629-94-7 72
3 Octacosane 394 C28H58 000630-02-4 72
4 7Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 70
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
Abundance Scan 1422 (10.701 min): BF108152.D (-1416) (-) m/z 57.10 100.00%
57.1
5000
1131 1671 10140 1060 1030 11,00
0 ...-.|,|.~.-'.j." bl 2072 W/z 43.10 56.00%
miz--> 0 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 LR B PO B B

10.40 10.60 10.80 11.00
m/z 71.10 49.85%

I | J ll .l 1410 ,18?0 2250 267.0 309.0 352.0

27,0|
O B e e
m/z--> 0 50 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
R e S AR R
10.40 10.60 10.80 11.00
5000 m/z 85.05 26.22%
99.0
o 270 | | | 4 1410 1830 2250 266,0296.0
....,.... e L B e o e LI B o o o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 25.80%
5000
99.0
0 27,0 I Ly, 10 1830 2250 281.0 337.0 394.0
e e e e e T R e R
m/z--> 0 50 100 150 200 250 300 350 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.96 5.85 ng 333801 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
4 Tridecane 184 C13H28 000629-50-5 74
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72

Abundance Scan 1466 (10.960 min): BF108152.D (-1461) (-) m/z 57.10 100.00%

57.1

5000
131 e, 1832 10.60 10.80 11.00 11.20
Ot m/z 71.10 64 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L L I
10.60 10.80 11.00 11.20
113.0 m/z 43.10 57.28%
29.0 183.0
o 155.0 225.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
R B
10.60 10.80 11.00 11.20
5000 m/z 85.10 25.26%
85.0
29.0
113.0
0 \‘ “\ ‘\ l, L1410 18?0\ 225.0 253.0 282.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl- L B
57.0 10.60 10.80 11.00 11.20
m/z 41.10 25.06%
5000
29.0 85.0
0 \‘ ‘ ‘ I ‘ \11?0 141.0 183.0
o i ARAAS B a ot e o e e A ARARR R aR R B L B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.18 2.21 ng 126379 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 53
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 50
5 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 35
Abundance Scan 1673 (12.177 min): BF108152.D (-1670) (-) m/z 190.10 100.00%

1

5000

11.80 12.00 12.20 12.40

116.1139.1 163.1 222.1243.2 292.1

0 m/z 189.10 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 192.10 35.84%
4 116.0137.0 1630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
I A RAREREEEL N
11.80 12.00 12.20 12.40
5000 m/z 191.10 30.85%
94.0
163.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 11.80 12.00 12.20 12.40
m/z 94.80 23.65%
5000
95.0 134.0 162.0
40.0 67.0
0‘ Lﬂwwwm I|IIII|IIII|IIII|IIII|I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.03 7.37 ng 584572 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 87
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 87
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
Abundance Scan 1988 (14.030 min): BF108152.D (-1984) (-) m/z 43.10 100.00%
43.1]
83.1
5000
13.80 14.00 14.20 14.40
o 2822 3564 m/z 57.10 99.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0
5000 LR SR SIS SUBURA B
13.80 14.00 14.20 14.40
m/z 55.10 84 .26%
oL ;#1@ © 2100 2520 297, 448.0
m/z--> 55 100 150 200 2%0 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate
57.0
97.0 " 13:80 14.00 14,20 14.40
5000 m/z 83.10 65.50%
oL 1] ‘ 130 1820 2520 2070 aaso MNJLW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R RmEEs o
57.0 13.80 14.00 14.20 14.40
97.0 m/z 97.10 61.70%
- W\AJ—M
169.0
o150 | 4 | ‘ g0 | 2100 2550 406.0
m/z--> 50 100 1éo 260 250 300 350 400 450 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\

Data File : BF108152.D

Aca On : 14 Aug 2018 18:34

Operator : JU/SJ

ﬁ?ggle i J4460-11 RA-081018-FL-011
ALS Vial : 19 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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.28 ng 138906 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 91
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzolalpvrene 252 C20H12 000050-32-8 89
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
Abundance Scan 2262 (15.642 min): BF108152.D (-2259) (-) m/z 252.10 100.00%
25p.1
5000
55.1 85.1 12?'1153 1.186.3 224.1 285.1316.3 351.3 155 1560 1580 1900
O b S e el RS e S m/z 250.10 29.25%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25p.
5000
15.40 15.60 15.80 16.00
m/z 253.10 24 .01%
125.0
o 50.0 83.0 , | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
25.0
" 15.40 15,60 15.80 16.00
5000 m/z 125.10 12.51%
125.0
0 17.0 50.0 83.0 \| 174.0 224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene L e .
252.0 15.40 15.60 15.80 16.00
m/z 251.10 11.66%
5000
126.0
o 57.0 87.0 . | 1740 2240 J{
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081418\

Data File : BF108152.D

Acq On : 14 Aug 2018 18:34

Operator : JU/SJ

3?22'6 i J4460-11 RA-081018-FL-011
ALS Vial : 19 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... 2.39 12.1 ng 668077 1 7.02 1103070 20.0
2-Pentanone, 4-hy... 5.27 17.1 ng 942869 1 7.02 1103070 20.0
unknown6.79 6.79 76.2 ng 4199770 1 7.02 1103070 20.0
unknown10.47 10.47 2.3 ng 132790 3 10.06 1162200 20.0
Pentacosane 10.70 3.0 ng 174168 3 10.06 1162200 20.0
Pentadecane, 2,6,... 10.96 5.8 ng 333801 4 11.56 1141830 20.0
4H-Cyclopenta[def... 12.18 2.2 ng 126379 4 11.56 1141830 20.0
Heptafluorobutyri... 14.03 7.4 ng 584572 5 14.21 1586570 20.0
Benzo[e]pyrene 15.64 3.3 ng 138906 6 15.78 847614 20.0
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