LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF(092218\
Data File : BF109248.D
Aca On = 23 Sep 2018 4:12 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - J5017-03 RA-091918-N-EW-057
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-BF092218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.910 476 480 488 rVB 76376 106415 3.68% 0.426%
2 5.322 544 550 553 rBY 2519451 2529390 87.46% 10.125%
3 6.345 719 724 727 rBV 2574265 2697428 93.28% 10.797%
4 6.475 742 746 750 rBVY 2626309 2669303 92.30% 10.685%
5 6.540 755 757 767 rVB 25112 33108 1.14% 0.133%
6 6.704 782 785 789 rBV 739861 601540 20.80% 2.408%
7 6.863 808 812 815 rBVY 2364160 2103584 72.74% 8.420%
8 7.269 875 881 884 rBVY 1829590 1674459 57.90% 6.702%
9 7.987 999 1003 1006 rBV 934154 722929 25.00% 2.894%
10 9.063 1182 1186 1190 rBV 3066491 2891895 100.00% 11.576%
11 9.398 1237 1243 1246 rBV 28917 33140 1.15% 0.133%

12 9.457 1249 1253 1255 rBV 559113 447301 15.47% 1.790%
13 9.733 1296 1300 1303 rBV 817401 723573 25.02% 2.896%

14 9.769 1303 1306 1309 rVB 64272 55441 1.92% 0.222%
15 9.845 1314 1319 1323 rBV5 23977 42675 1.48% 0.171%
16 9.939 1331 1335 1339 rVvB2 41380 46253 1.60% 0.185%
17 10.151 1366 1371 1375 rBV5 31827 56500 1.95% 0.226%
18 10.281 1390 1393 1395 rBV 49995 43224 1.49% 0.173%
19 10.345 1400 1404 1406 rvv4 33866 40211 1.39% 0.161%
20 10.404 1410 1414 1417 rVV3 59304 72930 2.52% 0.292%
21 10.522 1430 1434 1438 rBV 1409935 1300624 44.97% 5.206%
22 10.651 1453 1456 1457 rBV 36452 35523 1.23% 0.142%
23 10.669 1457 1459 1463 rVB 122584 102497 3.54% 0.410%
24 10.722 1465 1468 1470 rBV2 44852 41677 1.44% 0.167%
25 10.857 1488 1491 1493 rBV3 34606 41301 1.43% 0.165%
26 11.110 1532 1534 1535 rBV 43247 37486 1.30% 0.150%

27 11.133 1535 1538 1543 rVB 217316 209894 7.26% 0.840%
28 11.210 1548 1551 1554 rVvVv 597488 567040 19.61% 2.270%
29 11.233 1554 1555 1558 rvVv 364266 276129 9.55% 1.105%

30 11.286 1562 1564 1567 rVB 121013 90702 3.14% 0.363%
31 11.480 1594 1597 1600 rBV 111244 115143 3.98% 0.461%
32 11.545 1606 1608 1610 rVB 63792 44591 1.54% 0.178%
33 11.575 1610 1613 1618 rVB3 67312 85690 2.96% 0.343%

34 11.716 1634 1637 1639 rBV2 117617 140716 4._.87% 0.563%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On = 23 Sep 2018 4:12

Operator : JU/SJ

3?22'6 i J5017-03 RA-091918-N-EW-057
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\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.739 1639 1641 1644 rVB 105464 103239 3.57% 0.413%

36 11.822 1652 1655 1658 rBV 163775 217089 7.51% 0.869%
37 12.139 1707 1709 1711 rBV 103526 98496 3.41% 0.394%
38 12.210 1719 1721 1726 rVB2 185325 192685 6.66% 0.771%
39 12.263 1728 1730 1733 rVB 120315 113782 3.93% 0.455%
40 12.422 1754 1757 1761 rBVY 366026 355485 12.29% 1.423%

41 12.645 1792 1795 1798 rVB 266928 219576 7.59% 0.879%
42 12.798 1817 1821 1824 rBV 2056693 1800510 62.26% 7.207%
43 13.839 1993 1998 2000 rBV2 659186 697059 24.10% 2.790%
44 13.863 2000 2002 2004 rVB 147206 108806 3.76% 0.436%
45 15.239 2232 2236 2240 rVB 378647 395724 13.68% 1.584%

Sum of corrected areas: 24982763
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

ﬁ?ggle i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

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

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

Abundance TIC: BF109248.D
3000000

5.32 6. 3@ 47
2500000 6.86

2000000 797
1500000
1000000
6.70
500000

o a8 L Jbse ]l I

T T T — T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109248.D
3000000 9/06

12.80
2500000

2000000

1500000 10.52

1000000 7.99 9.73

500000 JQ
9.
0 L N —

T T T T 7 N
Time--> 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: BF109248.D
3000000

875,94 10,1648

T T — T
11.00 11.50 12.00 12.50

2500000

2000000

1500000

13.84
1000000
15.24

500000

O——————7—
Time--> 13.50

— T T — T T — T T
14.00 15.50

T
17.50 18.00

— T T T — T
14.50 15.00 16.00 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

3?22 le J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11

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

4.91 3.54 ng 106415 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetone 58 C3H60 000067-64-1 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 480 (4.910 min): BF109248.D (-476) (-) m/z 42.95 100.00%
43.0
5000 590
101.0
831 | 4.60 4.80 5.00 5.20
O s e i i i e O m/z 59.00 50.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U AR R AR
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.86%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 460 480 500 520
5000 m/z 58.00 16 .55%
86.0
o I, 500, ] *° 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R A RER
43.0 460 4.80 5.00 5.20
m/z 41.00 7.50%
5000
101.0
15.0 58.0
B . | A Y- WY V3 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

3?22 le J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

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

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

6.47 88.75 ng 2669300 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 745 (6.469 min): BF109248.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 ™ o J 650 640 660 680
o} O L T e m/z 68.10 46.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 S RANE RS RS AR
6.20 6.40 6.60 6.80
104.0 m/z 134.00 31.92%
510 66.0
ol 27.0 89.0 I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk o ok ok
5000 980 1160 m/z 66.00 29.66%
0 T I‘I\I \I\I "'hl : Iw‘l : Iw‘l“l : "“l : I‘\ \I = |:!-5|8|q| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e LN I e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.29%
117.0
5000
91.0
T Ll
0'"|'“"P'w'rm'”m'“"ﬂh'lu'“‘w""l"”l"" IREBE ARSI S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

ﬁ?ggle i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.40 2.02 ng 72930 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 74
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
4 Eicosane 282 C20H42 000112-95-8 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 1413 (10.398 min): BF109248.D (-1410) (-) m/z 57.10 100.00%

517.1
5000

10.00 10.20 10.40 10.60 10.80
m/z 71.10  49.25%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38318: Dodecane
57.0

3

10.00 10.20 10.40 10.60 10.80
m/z 43.10 41.59%

5000

29.0
113.0 1410 170.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57.0
e B R R
10.00 10.20 10.40 10.60 10.80
5000 85.0 m/z 85.10 27.04%
23.0 113.0 169.0
o\\w\wmow e 280
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- L B
57.0 10.00 10.20 10.40 10.60 10.80
m/z 169.10 24.79%
5000
85.0
29.0 113.0
ol il L “ ho 0 1830 2110 239.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

ﬁ?ggle i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.62 ng 102497 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4-methvl- 198 C14H30 026730-12-1 80
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 72
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64

Abundance Scan 1459 (10.669 min): BF109248.D (-1457) (-) m/z 57.10 100.00%

517.1
5000

113.1 IIIIIIIIIIIIIIIIIIIIIII
1331 1551 1832 2151 10.40 10.60 10.80 11.00

Oty m/z 71.10 82.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59892: Tridecane, 4-methyl-
43.0
5000 DAV UARAR AR
71.0 10 40 10. 60 10 80 11. OO

m/z 43.10 61.00%

99.0 126.0 1550 183.0

Ot e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59900: Dodecane, 4,6-dimethyl-
57.0
R RN RS B S
10.40 10.60 10.80 11.00
5000 m/z 85.10 29.58%
85.0
29.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- e

57.0 10.40 10.60 10.80 11.00
m/z 41.00 23.66%

5000

113.0
29.0 183.0
L w || 1410 1 2250 253.0

0.“¢”,”ﬂw.”.“.”q”.w.”.“.” S R— -2 - S —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. 00

i
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

Sample : J5017-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_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 6 2-Bromotetradecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.13 7.40 ng 209894 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Octane. 5-ethvl-2-methvl- 156 Cl11H24 062016-18-6 74
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1537 (11.128 min): BF109248.D (-1535) (-) m/z 57.10 100.00%
57.1
5000
1131 10.80 11.00 11,20 11.40
1411  181.0

N 210.1233.2 m/z 71.10 79.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane

57.0

5000

10. 80 11. 00 11. 20 11.40

m/z 43.05 53.23%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
e A RAREE
10.80 11.00 11.20 11.40
5000 m/z 85.10 43.63%
85.0
29.0 113.0
o RN J | (1410 1830 2110  253.0 282.0
AR e o o RAAEA Ran st Lo ae e el Lt B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- T A B s S
57.0 10.80 11.00 11.20 11.40
m/z 41.10 28.00%
5000 85.0
113.0
0 ‘ | | 77,1410 183.0 211.0 239.0 267.0 296.0
e e e e e e e e e A RAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

ﬁ?ggle i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.48 4_.06 ng 115143 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 1597 (11.480 min): BF109248.D (-1594) (-) m/z 57.10 100.00%
57.1
85.1
5000

13.1
411 18212101 11.20 11.40 11.60 11.80
o....l,l. al.'ll..ﬂ].,-....,...zf“s,%...,....,.. m/z 71.10 97.21%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LALENL I L L L L L L TTTT
11.20 11.40 11. 60 11. 80
m/z 43.10 75.78%
29.0
L ﬂ13°14101690197022502530 295.0323.0  367.0
et T B I B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
R EERERE SRR R
11.20 11.40 11.60 11.80
5000 85.0 m/z 85.10 52.71%
29.0 13.0
0 \‘ | J\ ] | J]l I‘ 141 0169 0197. 0226 0
et T
m/z--> 50 100 150 200 250 300 350
Abundance #83044: Pentadecane, 4-methyl- AR EREEE RS
43.0 11.20 11.40 11.60 11.80
71.0 m/z 41.05 21.31%
5000
99.0 183.0
0 | \‘\ g JJ 127 0‘15?'0 [ 211.0
e e LA I e e e e o e S B R EERERE SRR R
m/z--> 50 1 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

ﬁ?ggle i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Sulfurous acid, pentadecyl ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.57 3.02 ng 85690 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 58
2 Hexadecane 226 C16H34 000544-76-3 52
3 Hentriacontane 437 C31H64 000630-04-6 52
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 49
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 49
Abundance Scan 1612 (11.569 min): BF109248.D (-1610) (-) m/z 57.10 100.00%
57.1
5000
195.1
h J l 1 11 L \ 249 2 11.20 11.40 11.60 11.80
QLIRS | ! i.u L '“I"""..,....,....,...., m/z 71.10 76.02%
m/z--> 50 100 150 250 300 350 400
Abundance #172312: Sulfurous a(:ld, pentadecyl 2-propy! ester
43.0
5000 85.0 UL UL I UL B
11.20 11.40 11.60 11.80
J m/z 85.10 68.89%
25.0 210.0
Oty h } "|1§?9' LA WU WL WAL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
1120 11.40 11,60 11.80
5000 m/z 43.10 35.32%
0230 | | ‘990‘ 141.0 183.0 226.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane L B o
57.0 11.20 11.40 11.60 11.80
m/z 41.10 30.58%
5000
99.0
o }. | 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 50 100 150 2(')0 250 300 350 400 ' 1120 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

3?22 le J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.72 4.96 ng 140716 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 93
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 89
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86

Abundance Scan 1638 (11.722 min): BF109248.D (-1634) (-) m/z 192.10 100.00%

5000
420 2461 2722 1140 1160 11.80 12.00
0 m/z 198.05 99 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0

5000
11.40 11.60 11.80 12.00

m/z 197.10 78 .20%

165.0

39.0 630  96.0116.0 139.0
- T TTTT TTrTT I TTrTT I TTTT I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #54750: Phenanthrene, 2-methyl-
192.0
AL B
11.40 11.60 11.80 12.00
5000 m/z 191.10 55.52%
165.0
39.0 63.0 | M 115.0 139 0 h‘ ! n‘ ‘
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54727: 1H-Indene, 2-phenyl- e AR R
192.0 11.40 11.60 11.80 12.00
m/z 165.10 33.98%
5000
165.0
ol 300 630 890 150 9300 | |
R o e A AARAsRE s B R R e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

3?22 le J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.64 ng 103239 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 86
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 81
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 81
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 81

Abundance Scan 1641 (11.739 min): BF109248.D (-1639) (-) m/z 192.10 100.00%

1

5000
411 630 11.40 11.60 11.80 12.00
0 m/z 191.10 53.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192.0

5000

11.40 11.60 11.80 12.00
m/z 189.10  29.25%

16
830 1150139.0

15.0 39.0 62.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54743: Phenanthrene, 2-methyl-
192.0
DA R R U
11.40 11.60 11.80 12.00
5000 m/z 190.10  14.55%

165.0
39.0 63.0 9401150 139.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 193.10 14_07%
5000
96.0 165.0
o 39.0 63.0 117.0139.0
A IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

3?22 le J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1,7-Dimethyldibenzothiophene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.14 3.47 ng 98496 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvldibenzothiophene 212 C14H12S 089816-53-5 93
2 Naphthol2.3-blthiophene. 4.9-dim... 212 C14H12S 016587-34-1 93
3 Dibenzothiophene. 4.6-dimethvl- 212 Cl14H12S 001207-12-1 91
4 2.6-Dimethvidibenzothiophene 212 Cl14H12S 089816-75-1 87
5 2,8-Dimethyldibenzo(b,d)thiophene 212 Cl14H12S 001207-15-4 87
Abundance Scan 1709 (12.139 min): BF109248.D (-1707) (-) m/z 212.10 100.00%
21%2.1
5000
a1 711 920 o7 1521 17? ! 246.1 260 1 11.80 12.00 12.20 12.40
0....,....,...'.,..“.'.‘,.".'!'.,'."...,.'...,..'!. P A |I|||.””||.I'”|“I-II m/z 211.10 39.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71262: 1,7-Dimethyldibenzothiophene
21%.0
5000 R SRR UL SRR
11.80 12.00 12.20 12.40
105.0 m/z 197.10 34 .90%
o 40.0 79.0 127.0 152.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71267: Naphtho[2,3-b]thiophene, 4,9-dimethyl-
21%.0
1180 12,00 12.20 12.40
5000 m/z 178.10 15.75%
o150 30.0 63.0 ggg106.0157 152.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71263: Dibenzothiophene, 4,6-dimethyl- e o A REREE R
21%2.0 11.80 12.00 12.20 12.40
m/z 213.10 13.49%
5000
105.0
o 450 790, | 12701920180 1§
m/z--> 20 40 60 80 160 120 1&0 160 180 200 220 240 260 | 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

ﬁ?ggle i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.21 6.80 ng 192685 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Dodecane 170 C12H26 000112-40-3 81
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 74
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1721 (12.210 min): BF109248.D (-1719) (-) m/z 57.10 100.00%
57.1
5000
85.1
1131 212.1 11.80 12.00 12.20 12.40 12.60
141.1 169.1191.1
o...,....,|'...|,..'..,....",.-..'l.',-.'...,....,....-,..'..,.'-."!'.,u...,??.3:,2.227.‘?,? m/z 71.10 54.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71396: Pentadecane
57.0
85.0
5000 AR SR AR R BN
11. 80 12. 00 12 20 12. 40 12 60
20.0 m/z 43.10 45 .93%
113.0 141.0 212.0
0...,.'.|..',...| e d AP0 de00 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38318: Dodecane
57.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 85.10 34 .89%
85.0
29.0
Ll \‘ \\1130 141.0 1700
0||| ||||‘|||| ||‘|| I P— e |||| T |||| T N M T T T
m/z--> 25 Jo éo 85 160 150 150 1&0 1éo 200 220 250 2éo '
Abundance #105900: Heptadecane, 3-methyl- A B o
57.0 11.80 12.00 12.20 12.40 12.60
m/z 55.10 18.65%
85.0
5000
225.0
28.0 1130 9410
169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1180 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109248.D

Aca On : 23 Sep 2018 4:12

Operator : JU/SJ

3?22 le J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 di-p-Tolylacetylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.26 4.01 ng 113782 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 90
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 86
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 83
4 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 76
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 76
Abundance Scan 1730 (12.263 min): BF109248.D (-1728) (-) m/z 206.10 100.00%
206.1
5000
152.1 178.1 12.00 12.20 12.40 12.60
Olrrrri0 939 1211 2492 2181 | 77 191.10  46.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66238: di-p-Tolylacetylene
206.0
5000 N LN UL UL B
12,00 12.20 12,40 12.60
m/z 189.10 28.00%
o 39.0 76.0 1020 1390 165.0
m/z--> 20 40 60 80 160 120 140 1éo 1éo 260 220 240 260 280
Abundance #66249: 9,10-Dimethylanthracene
206.0
12,00 12.20 12.40 12.60
5000 m/z 205.10 23.96%
0l15.0 39.0 630 89.0 1270 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66250: Anthracene, 1,4-dimethyl- e L B e
206.0 12.00 12.20 12.40 12.60
m/z 190.10 15.11%
5000
o300 630 %90 1150 1500 1780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12,40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF092218\

Data File : BF109248.D

Acq On = 23 Sep 2018 4:12

Operator : JU/SJ

3?22'6 i J5017-03 RA-091918-N-EW-057
ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .91 3.5 ng 106415 1 6.70 601540 20.0
unknown6 .47 6.47 88.8 ng 2669300 1 6.70 601540 20.0
Dodecane 10.40 2.0 ng 72930 3 9.73 723573 20.0
Tridecane, 4-methyl- 10.67 3.6 ng 102497 4 11.21 567040 20.0
2-Bromotetradecane 11.13 7.4 ng 209894 4 11.21 567040 20.0
Hexacosane 11.48 4.1 ng 115143 4 11.21 567040 20.0
Sulfurous acid, p... 11.57 3.0 ng 85690 4 11.21 567040 20.0
Phenanthrene, 1-m... 11.72 5.0 ng 140716 4 11.21 567040 20.0
Anthracene, 2-met... 11.74 3.6 ng 103239 4 11.21 567040 20.0
1,7-Dimethyldiben... 12.14 3.5 ng 98496 4 11.21 567040 20.0
Pentadecane 12.21 6.8 ng 192685 4 11.21 567040 20.0
di-p-Tolylacetylene 12.26 4.0 ng 113782 4 11.21 567040 20.0
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