LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108221.D
Aca On : 17 Aug 2018 3:15 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - J4501-07 2 RA-081318-SSW-45-022
ALS Vial : 30 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 5.243 491 494 502 rBV 95750 103771 4.28% 0.299%
2 5.637 554 561 564 rBY 1808495 1710228 70.59% 4.920%
3 6.631 725 730 733 rBY 2031676 1796955 74.17% 5.169%
4 6.784 752 756 759 rBVY 2089948 1795299 74.10% 5.164%
5 6.837 762 765 769 rVB 85664 67460 2.78% 0.194%
6 7.013 792 795 799 rBVY 1161752 990969 40.90% 2.851%
7 7.172 818 822 825 rBVY 1677365 1365744 56.37% 3.929%
8 7.572 886 890 893 rBVY 1358526 1154760 47.67% 3.322%
9 8.260 1004 1007 1010 rBV 62476 48684 2.01% 0.140%
10 8.301 1010 1014 1016 rBV 1343629 1206507 49.80% 3.471%
11 8.319 1016 1017 1019 rVB 128659 70145 2.90% 0.202%
12 8.701 1079 1082 1084 rVB 55924 43580 1.80% 0.125%
13 8.872 1106 1111 1115 rVB 80115 71042 2.93% 0.204%
14 9.013 1132 1135 1138 rBV 127830 113073 4.67% 0.325%
15 9.113 1148 1152 1154 rBV 92198 84693 3.50% 0.244%
16 9.301 1181 1184 1187 rVB 69738 55861 2.31% 0.161%

17 9.372 1192 1196 1199 rBV 2374234 1962321 81.00% 5.645%
18 9.436 1204 1207 1211 rBV 122827 110150 4 _55% 0.317%
19 9.636 1237 1241 1245 rBV 68604 102748 4.24% 0.296%

20 9.713 1251 1254 1256 rBV 91774 80471 3.32% 0.231%
21 9.742 1256 1259 1260 rVvVv 61251 58593 2.42% 0.169%
22 9.760 1260 1262 1265 rVV 264350 196627 8.12% 0.566%
23 9.831 1269 1274 1276 rBV2 54755 70239 2.90% 0.202%
24 9.919 1286 1289 1291 rBV 72153 61472 2.54% 0.177%

25 9.966 1294 1297 1302 rVB 171824 149022 6.15% 0.429%

26 10.060 1307 1313 1316 rVV2 1410818 1261324 52.06% 3.628%
27 10.089 1316 1318 1322 rVV 281285 272930 11.27% 0.785%

28 10.154 1326 1329 1334 rBV 36692 58220 2.40% 0.167%
29 10.266 1344 1348 1350 rBV2 136050 154059 6.36% 0.443%
30 10.295 1350 1353 1357 rVB3 80979 93340 3.85% 0.268%
31 10.372 1363 1366 1368 rBV2 82559 90514 3.74% 0.260%

32 10.401 1369 1371 1375 rVV3 85487 109217 4_.51% 0.314%
33 10.466 1376 1382 1386 rVv2 232908 305992 12.63% 0.880%
34 10.607 1402 1406 1412 rVB2 204561 219774 9.07% 0.632%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108221.D
Aca On : 17 Aug 2018 3:15 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?2?:'6 - J4501-07 2 RA-081318-SSW-45-022
ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.689 1416 1420 1423 rBV 249713 266430 11.00% 0.766%

36 10.748 1427 1430 1431 rBV2 57440 49053 2.02% 0.141%
37 10.766 1431 1433 1436 rVB2 54845 48365 2.00% 0.139%
38 10.848 1444 1447 1451 rBV 1038591 1028510 42.45% 2.959%
39 10.960 1461 1466 1469 rBV 539496 714541 29.49% 2.055%
40 11.395 1537 1540 1542 rBV 372938 319101 13.17% 0.918%

41 11.425 1542 1545 1548 rVV 527972 544150 22.46% 1.565%
42 11.454 1548 1550 1552 rVB 166419 132993 5.49% 0.383%
43 11.560 1564 1568 1570 rBV 1277487 1233752 50.93% 3.549%
44 11.583 1570 1572 1575 rVB 1976581 1476070 60.93% 4.246%
45 11.630 1578 1580 1583 rBVY 458405 413482 17.07% 1.189%

46 11.783 1602 1606 1609 rBV3 399758 485094 20.02% 1.395%
47 11.825 1610 1613 1616 rVB 493476 404285 16.69% 1.163%
48 12.060 1651 1653 1655 rBVY 223199 203831 8.41% 0.586%
49 12.089 1655 1658 1662 rVB2 347890 350037 14.45% 1.007%
50 12.177 1670 1673 1675 rBV3 344457 379957 15.68% 1.093%

51 12.236 1680 1683 1686 rBV 529398 413477 17.07% 1.189%
52 12.624 1747 1749 1751 rBV2 365623 270623 11.17% 0.778%
53 12.789 1773 1777 1780 rVB 2422652 2095980 86.52% 6.029%
54 12.866 1788 1790 1794 rBV4 315100 340034 14.04% 0.978%
55 13.019 1810 1816 1821 rVB 1882797 2422644 100.00% 6.969%

56 13.148 1835 1838 1845 rVB 1824375 2004326 82.73% 5.766%
57 14.218 2016 2020 2023 rBV3 1421218 2047047 84.50% 5.888%
58 14.248 2023 2025 2033 rVB 1136580 1084108 44.75% 3.119%

Sum of corrected areas: 34763674
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

BF108221.D

17 Aug 2018 3:15

Ju/SsJ

J4501-07 2X RA-081318-SSW-45-022
30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.24 2.09 ng 103771 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 2-Nonanone 142 C9H180 000821-55-6 16
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 494 (5.243 min): BF108221.D (-491) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
5.00 5.20 5.40 5.60
el gl 890830 | i1 tTee 6 50 075
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R L AU I
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 15.66%
et ey 090 830 920 I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
500 520 540 5.60
5000 m/z 58.10 14.14%
410 101.0
150 0 L lseo,) e es0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 5.00 5.20 5.40 5.60
m/z 41.05 9.66%
5000
101.0
150 310 | 580 4590 860
m/z--> 0 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 2 unknown6.78 Concentration Rank 1

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

6.78 36.23 ng 1795300 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 755 (6.778 min): BF108221.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
6.40 6.60 6.80 7.00 7.20
B E e m/z 68.05 48.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RIS RS AR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 31.65%
| [5t0, 71 eso | .
m/z--> 40 60 80 160 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 66.10 30.98%
: IIIIIII‘I\I\I\IIwI‘MI ||“|||H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene  Ema o e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.06%
5000
63.0 81.0
31.0 SQO ! ‘\‘ L | ‘\ | 99\0 ‘11\20 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 4 Hexadecane Concentration Rank 12

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

9.97 2.36 ng 149022 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 74
2 Octacosane 394 C28H58 000630-02-4 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1298 (9.972 min): BF108221.D (-1294) (-) m/z 57.10 100.00%
57.1
5000
090 L., 1992 550 350 1000 1020
T — m/z 43.10 74 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #83024: Hexadecane
57.0
5000 AR PR SR
960 980 1000 10.20
m/z 71.10 53.82%
| i, dmm1%onm
m/z--> 55 160 1%0 200 250 300 350 '
Abundance #209566: Octacosane
57.0
9.60 9.80 10.00 10.20
5000 m/z 41.10 38.89%
99.0
27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #48835: Tridecane R ma T o R
57.0 9.60 9.80 10.00 10.20
m/z 85.10 36.93%
5000
2000 ) ‘990 1410 1840

T
m/z--> 50 100 150 200 250 300 350 9. 60 9. 80 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 5 Undecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.47 4.85 ng 305992 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 49
4 Undecane. 2.3-dimethyl- 184 C13H28 017312-77-5 46
5 Dotriacontane 451 C32H66 000544-85-4 46

Abundance Scan 1383 (10.472 min): BF108221.D (-1376) (-) m/z 57.10 100.00%

57.1

5000

é

170 1 10.20 10.40 10.60 10.80

39
189.1207.2 226.3 m/z 43.10 73.26%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0

é

10.20 10,40 10.60 10.80
m/z 71.05 54.79%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
10.20 10.40 10.60 10.80
5000 m/z 41.10 38.47%
85.0
29.0
\‘ ‘ H l L 113 0 141 0 184 0
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane A o Al BRRmsma
57.0 10.20 10.40 10.60 10.80
m/z 85.10 35.94%
5000
85.0

29.0
\ ‘ L ‘ ‘1130 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 Z-2-Tridecen-1-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.69 4.22 ng 266430 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 83
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
3 5-Ethvldecane 170 C12H26 017302-36-2 74
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
Abundance Scan 1420 (10.689 min): BF108221.D (-1416) (-) m/z 57.10 100.00%
57.1
5000

41

10.40 10.60 10.80 11.00
m/z 43.10 46.90%

113.1

1411 1691 200.2217.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59791: Z-2-Tridecen-1-ol
57.0

10.40 10.60 10.80 11.00
m/z 71.05  43.95%

5000

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

Abundance #48867: Undecane, 3,6-dimethyl-
57.0
R AR REER SRR
10.40 10.60 10.80 11.00
5000 m/z 41.10 21 .85%
4110
85.0
250 || | ], 130 1550 1840
A B L B L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38319: 5-Ethyldecane R EEEEE S
57.0 10.40 10.60 10.80 11.00
m/z 85.10 21.20%
5000
i 820 140.0
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108221.D

Aca On 17 Aug 2018 3:15

Operator : JU/SJ

Sample : J4501-07 2X

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.96 11.58 ng 714541 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 81
3 Eicosane 282 C20H42 000112-95-8 80
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 78
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1466 (10.960 min): BF108221.D (-1461) (-) m/z 57.10 100.00%
57.1
5000
85.1 ) b NP T
113.1 10.60 10.80 11.00 11.20
141.1 183.2
0 .,....,'...|.,..":.,:...,..!'.,....,.... e 22 m/z 71.10 65.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 USRS AR AR B
10,60 10.80 11.00 11.20
2.0 85.0 m/z 43.10 55.33%
L 113.0 141.0 183 0 211.0 239 0
m/z--> 20 45 60 80 160 120 150 160 180 200 220 240 260 280
Abundance #59884: Tridecane, 4-methyl-
43.0
710 NN SRR UG
10.60 10.80 11.00 11.20
5000 m/z 85.10 25.93%
99.0
24 | | 1 150 1260 0 g0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane SRS B EEE
57.0 10.60 10.80 11.00 11.20
m/z 41.10 24 .98%
5000
85.0
| (1130 1410 169.0 1070 2250 2530 282.0
m/z--> 25 45 60 éo 160 120 150 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 8 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.40 5.17 ng 319101 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
Abundance Scan 1541 (11.401 min): BF108221.D (-1537) (-) m/z 57.10 100.00%
57.1
5000 85.1
o4 11,00 11.20 1140 11.60 11.80
113.2 141.1165.1 . . . . .
o...,....-,'...|,..'..,‘!..."E...l.,....,....,....'~...|.l L2282 4l e m/z 43.10 71.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57.0
5000 85.0 A DR B B
11. oo 11. 20 11. 40 11.60 11.80
29.0 m/z 71.10 53.85%
e b e AT L0 2600 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
11,00 11.20 1140 11.60 11.80
5000 85.0 m/z 85.10 42 .31%
28.0
183.0
‘913"1550 T e 3100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane L B
57.0 11.00 11.20 11.40 11.60 11.80
m/z 41.10 35.70%
5000 85.0
29.0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360 11. 00 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108221.D

Aca On 17 Aug 2018 3:15

Operator : JU/SJ

Sample : J4501-07 2X

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 9 Dodecane, 2,7,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.42 8.82 ng 544150 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 87

Abundance Scan 1544 (11.419 min): BF108221.D (-1542) (-) m/z 57.10 100.00%
57.1
5000
L1 | 190, ses 1m0 s 50 1140 1160 1180
ol b s e 216l m/Z 71.10 57.47%
m/z--> 50 100 150 200 250 300 350
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 LI B B I B
11,20 11.40 11.60 11.80
m/z 43.10 52 .35%
270 1130 1540183, J
m/z--> 55 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
1120 11.40 11.60 11.80
5000 m/z 85.10 32.01%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance #100330: 2-Bromo dodecane I e A
57.0 11.20 11.40 11.60 11.80
m/z 41.10 28.21%
5000
99.0
27.0 169.
' x.,-}.l A go T oo e
m/z--> 50 100 150 200 250 300 350 11,20 11.40 11.60 11.80

8270-BF080818.M Fri Aug 17 16:45:46 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 10 Dibenzothiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.16 ng 132993 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Naphthol1l.2-blthiophene 184 C12H8S 000234-41-3 94
3 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 94
4 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 90
5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 64
Abundance Scan 1549 (11.448 min): BF108221.D (-1548) (-) m/z 184.00 100.00%
184.0
5000
69.1 92.0 1331 11.20 11.40 11.60 11.80
411 - 210.2 : : : :
..,....,...'.,-..'.l.u,-..!'.,.1.1.‘??....|i..!1.‘??.1.., | f1e28132522 | 77713910 17.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48783: Dibenzothiophene
184.0
5000 LRI BULILN BULULE BN R
11,20 11.40 11.60 11.80
m/z 185.10 13.37%
920 139.0
18.0 39.0 69.0 113.0 | 159.0
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
' 11.20 11,40 11.60 11.80
5000 m/z 152.10 9.81%
139.0
450 690, 9201130 | gs90 |
m/z--> 20 40 60 85 100 120 150 160 180 200 220 240 260
Abundance #48787: Naphtho[2,3-b]thiophene
184.0 11.20 11.40 11.60 11.80
m/z 92.00 9.56%
5000
139.0
92.0
390 €30, | 1130 ‘ 159.0
m/z--> 20 Jo 60 85 100 150 140 160 180 200 220 240 260 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.18 6.16 ng 379957 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 2-Naphthaldehvde. 1.2.3.4-tetrah... 190 C12H1402 002472-02-8 18
3 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 17
4 8H-Imidazol4.5-E1-2.1.3-benzothi... 190 C8H6N4S 129485-68-3 16
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 14
Abundance Scan 1673 (12.177 min): BF108221.D (-1670) (-) m/z 189.10 100.00%
189.1

T

11.80 12.00 12.20 12.40
m/z 190.10  99.54%

551 83.1

224.2 2542  292.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

i S\

11.80 12.00 12.20 12.40
m/z 191.10  28.42%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53010: 2-Naphthaldehyde, 1,2,3,4-tetrahydro-6-methoxy-
121.0 190.0

11.80 12.00 12.20 12.40
5000 910 162.0 m/z 192.10 26.18%

39.0

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

Abundance #52810: 1,4-Naphthalenedione, 2,5-dihydroxy-
190.0 11.80 12.00 12.20 12.40
m/z 187.10 20.56%
5000 121.0
162.0
690920‘ L
A ma e R R AR e e e R e e W o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 12 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.24 6.70 ng 413477 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 1684 (12.242 min): BF108221.D (-1680) (-) m/z 57.10 100.00%

57.1
5000 85.1

12.00 12.20 12.40 12.60

1131 1551180]- 21812432 2722 3023

Olrrrr ekt e b et b e o e Oe m/z 43.10 64.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885:; Octadecane
57.0
5000 LA B L L L L L LB
85.0 12,00 12.20 12,40 12.60
29.0 m/z 71.10 52.96%
Pl M0 141.0 169.0 197.0 2050 254.0
et e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
s AR e
12.00 12.20 12.40 12.60
5000 85.0 m/z 85.10 39.18%
29.0
| ‘ | [H30 1410 169.0 197.0 225.0 2530 296.0
A R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- RS mEEE L
57.0 12.00 12.20 12.40 12.60
m/z 41.10 27 .25%
5000 85.0
28.0
113.0 183.0
S O e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 13 Dodecane, 2-methyl-6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.62 4.39 ng 270623 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
2 Pentadecane 212 C15H32 000629-62-9 81
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
Abundance Scan 1748 (12.619 min): BF108221.D (-1747) (-) m/z 57.10 100.00%
57.1

5000

12.40 12.60 12.80 13.00
m/z 43.10 71.33%

1191 1521 180

236.2 2743 304.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0
5000 850 TT T T[T T T T [T T T T[T T TT[TT

12.40 12.60 12.80 13.00
m/z 71.10 52.26%

| [113.0 14? 0 1g0

| 1L 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57.0
R B R
12.40 12.60 12.80 13.00
5000 m/z 85.10 40.55%
85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester R B A ma
57.0 12.40 12.60 12.80 13.00
m/z 41.10 32.99%
5000 85.0
29.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108221.D

Aca On : 17 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle : J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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 14 1,1"-Biphenyl, 2,27,4,5,5"-__._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.87 5.51 ng 340034 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.2".4.5.5"-penta... 324 C12H5CI5 037680-73-2 99
2 2.3.3".4.5-Pentachloro-1.1"-biph... 324 C12H5CI5 070424-69-0 99
3 1.1"-Biphenvl. 2.2" .4.6.6"-Penta... 324 C12H5CI5 056558-16-8 99
4 1.1"-Biphenvl. 2.3".4.4" .6-Penta... 324 C12H5CI5 056558-17-9 97
5 2,27,3,4% ,5-Pentachloro-1,1"-bip... 324 C12H5CI5 068194-07-0 96

Abundance Scan 1791 (12.871 min): BF108221.D (-1788) (-) m/z 325.90 100.00%
' 255.9

5000

184.0 226.1

1091 1471

12.60 12.80 13.00 13.20
m/z 57.10 96.36%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163768: 1,1-Biphenyl, 2,2',4,5,5'-pentachloro-

12,60 12.80 13.00 13.20
m/z 255.95  79.28%

5000

127.0
50.0 74-0 98.0 158.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163676: 2,3,3',4,5-Pentachloro-1,1'-biphenyl
326.0

12.60 12.80 13.00 13.20
m/z 254.00  75.95%

5000

127.0

50.0 740 98.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163739: 1,1'-Biphenyl, 2,2',4,6,6'-Pentachloro- L B S R
326.0 12.60 12.80 13.00 13.20

m/z 43.10 69.56%

5000

50.0 740 98.0, 1270 154

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 60 12. 80 13. 00 13 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081618\

Data File : BF108221.D

Acg On : 17 Aug 2018 3:15

Operator : JU/SJ

3?22'6 - J4501-07 2X RA-081318-SSW-45-022
ALS Vial : 30 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]
2-Pentanone, 4-hy... 5.24 2.1 ng 103771 1 7.01 990969 20.0
unknown6.78 6.78 36.2 ng 1795300 1 7.01 990969 20.0
Hexadecane 9.97 2.4 ng 149022 3 10.06 1261320 20.0
Undecane 10.47 4.8 ng 305992 3 10.06 1261320 20.0
Z-2-Tridecen-1-ol 10.69 4.2 ng 266430 3 10.06 1261320 20.0
Pentadecane, 2,6,... 10.96 11.6 ng 714541 4 11.56 1233750 20.0
Tetradecane 11.40 5.2 ng 319101 4 11.56 1233750 20.0
Dodecane, 2,7,10-... 11.42 8.8 ng 544150 4 11.56 1233750 20.0
Dibenzothiophene 11.45 2.2 ng 132993 4 11.56 1233750 20.0
4H-Cyclopenta[def... 12.18 6.2 ng 379957 4 11.56 1233750 20.0
Octadecane 12.24 6.7 ng 413477 4 11.56 1233750 20.0
Dodecane, 2-methy... 12.62 4.4 ng 270623 4 11.56 1233750 20.0
1,1*-Biphenyl, 2,_... 12.87 5.5 ng 340034 4 11.56 1233750 20.0
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