LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.216 358 362 370 rBV 45197 61184 2.01% 0.211%
2 4.881 471 475 486 rBV 183728 286868 9.44% 0.990%
3 5.298 540 546 549 rBY 2542284 2792244 91.89% 9.636%
4 6.334 716 722 733 rBVY 2538470 3038544 100.00% 10.486%
5 6.457 738 743 746 rBY 2605124 2778295 91.44% 9.588%
6 6.681 777 781 787 rVB 752545 616442 20.29% 2.127%
7 6.840 803 808 811 rBVY 2253705 2167806 71.34% 7.481%
8 7.251 872 878 881 rBY 1836861 1846548 60.77% 6.372%
9 7.963 995 999 1002 rBV 977394 823354 27.10% 2.841%
10 9.045 1177 1183 1186 rBVY 2987474 3024461 99.54% 10.437%
11 9.116 1191 1195 1198 rBv4 36486 45204 1.49% 0.156%
12 9.439 1245 1250 1253 rBV 333307 337368 11.10% 1.164%
13 9.475 1253 1256 1260 rVB4 32453 33222 1.09% 0.115%
14 9.581 1271 1274 1277 rBV3 76557 95945 3.16% 0.331%
15 9.622 1279 1281 1284 rVB 120141 104839 3.45% 0.362%
16 9.657 1284 1287 1290 rBV3 39003 49727 1.64% 0.172%
17 9.716 1290 1297 1300 rVvVvV 1028091 966423 31.81% 3.335%
18 9.751 1300 1303 1306 rVB3 50936 61325 2.02% 0.212%
19 9.875 1322 1324 1326 rBV 35027 31961 1.05% 0.110%
20 9.975 1338 1341 1347 rBV 64610 72454 2.38% 0.250%
21 10.033 1348 1351 1352 rBV2 45019 41646 1.37% 0.144%
22 10.081 1357 1359 1362 rBV3 45083 43778 1.44% 0.151%

23 10.122 1362 1366 1368 rBV3 102449 107815 3.55% 0.372%
24 10.263 1386 1390 1395 rBv4 73450 140051 4.61% 0.483%
25 10.375 1406 1409 1414 rVB 81089 92097 3.03% 0.318%

26 10.422 1414 1417 1421 rVB4 38353 39800 1.31% 0.137%
27 10.510 1426 1432 1435 rBV 1679577 1762793 58.01% 6.083%
28 10.633 1449 1453 1456 rBV2 174281 249662 8.22% 0.862%
29 11.098 1530 1532 1536 rVB2 123246 141470 4.66% 0.488%
30 11.198 1546 1549 1551 rBV 945651 806480 26.54% 2.783%

31 11.222 1551 1553 1557 rVvV 450953 351933 11.58% 1.214%
32 11.275 1559 1562 1565 rVB 84873 81524 2.68% 0.281%
33 11.727 1636 1639 1643 rVB 88760 95302 3.14% 0.329%
34 12.410 1751 1755 1758 rBV 512268 449161 14.78% 1.550%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.633 1788 1793 1797 rBV 372252 388286 12.78% 1.340%

36 12.786 1814 1819 1822 rVB 2200026 2135933 70.29% 7.371%
37 13.474 1933 1936 1940 rVB 48454 54828 1.80% 0.189%
38 13.680 1968 1971 1979 rVB 236433 255773 8.42% 0.883%
39 13.833 1992 1997 1999 rBV2 625290 741119 24.39% 2.558%
40 13.857 1999 2001 2004 rVB 176370 133921 4.41% 0.462%

41 14.839 2164 2168 2171 rBVY 179518 250579 8.25% 0.865%
42 14.915 2178 2181 2183 rBVY 31891 33401 1.10% 0.115%
43 14.939 2183 2185 2188 rVB 43064 41167 1.35% 0.142%
44 15.121 2212 2216 2221 rVB 95870 116696 3.84% 0.403%
45 15.180 2222 2226 2231 rBVY 132085 158694 5.22% 0.548%

46 15.239 2231 2236 2239 rBVY 458148 561553 18.48% 1.938%

47 15.663 2304 2308 2311 rBV 36354 45544 1.50% 0.157%
48 15.715 2313 2317 2320 rVB5 26289 37667 1.24% 0.130%
49 16.121 2383 2386 2391 rvVvB2 26453 38950 1.28% 0.134%
50 16.586 2459 2465 2472 rVV2 68864 137924 4 .54% 0.476%
51 16.662 2474 2478 2484 rVB4 30485 62849 2.07% 0.217%
52 16.992 2529 2534 2541 rVB 50879 98739 3.25% 0.341%
53 18.039 2706 2712 2718 rBV10 17328 46324 1.52% 0.160%
Sum of corrected areas: 28977673
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
BF098350.D
8 Sep 2017 15:06
SJ/Ju
15110-04
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 9.31 ng 286868 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 475 (4.881 min): BF098350.D (-471) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 U N G
460 4.80 5.00 5.20
83.0
...,....,....,....I,'::..,..:~I,...6?-,9....,.'...,...:,....,. m/z 59.10 60.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R L UL
59.0 460 480 500 5.20
m/z 101.00 22 .44%
et 880 630700
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
430 590
460 4.80 5.00 520
5000 m/z 58.00 16.05%
28.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime i R
43.0 460 4.80 5.00 5.20
m/z 41.10 9.90%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 1

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

6.46 90.14 ng 2778300 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF098350.D (-738) (-) m/z 132.10 100.00%
13p.1
5000 68.0
101 %1 J "o lo 640 6k 650
.1 54,0 ) . .
4820 | e m/z 68.05 43.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U A R I
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.86%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "S5 o 5k o0
5000 ggo 1160 m/z 66.10 26.01%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LA LA L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.84%
5000
66.0
'"'I""I“u"l""I""I'l" T N SN UL SR S R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF081517.M Mon Sep 11 13:35:12 2017

Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Bromo-1l-methyl-1-silacycl... Concentration Rank 12

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

9.62 2.17 ng 104839 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 53
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
3 Cvclohexane. 1.1".1""-(l-ethanvl... 276 C20H36 055682-86-5 35
4 Cvclohexanecarboxvlic acid. 4-pe... 292 C18H25F02 079912-83-7 22
5 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 22

Abundance Scan 1281 (9.622 min): BF098350.D (- 1279) ) m/z 193.20 100.00%
691 97.1 198.

5000

9.40 9.60 9.80 10.00
m/z 69.10 96 .93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane
9.0 177.0
5000 43.0 151.0 R e o S S
23.0 9.40 9.60 9.80 10.00
20 m/z 97.10 94 ._.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193.0
e o BRI e o
123.0 9.40 9.60 9.80 10.00
5000 69.0 950 m/z 109.10 77.05%
151.0

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

Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris- BREmEEEs
55.0 9.40 9.60 9.80 10.00
83.0 m/z 83.05 74 .56%
5000 193.0
AL
I A LRV ST ST Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9. 80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl10.12 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.12 2.23 ng 107815 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (Phenvlthio)acetic acid. cvclobu... 222 C12H1402S 1000299-95-5 41
2 Ethanone. 1-I3-I2-methvl-2-(5-me... 222 C13H1803 080114-28-9 38
3 1.4-Hexadiene. 2.3.4.5-tetramethvl- 138 C10H18 051504-54-2 38
4 4-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 069912-03-4 38
5 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 38
Abundance Scan 1366 (10.122 min): BF098350.D (-1362) (-) m/z 123.10 100.00%
128.1
69.1
5000 95.0
41.1 207.2
155'1173-11 o1 | 2282 9.80 10.00 10.20 10.40
; : m/z 69.10 53.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78775: (Phenylthio)acetic acid, cyclobutyl ester
123.0
5000 222.0 L RN UL RN B
9.80 10.00 10.20 10.40
55.0 m/z 81.00 42 .06%
0 | 770 90 | 15101680 1040 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance
123.0
'9.80 10.00 10.20 10.40
0
5000 3.0 m/z 109.10 41.99%
222.0
27.0 77.0 95.0 147.0164.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl- e A REEEEEasS
128.0 9.80 10.00 10.20 10.40
m/z 55.10 39.86%
81.0
5000
55.0
39
SN .;n . :. ““ ‘%$ ek .}?ﬁ o M. M.
m/z--> 20 40 60 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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, 2-ethylhexy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 6.19 ng 249662 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 72
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 59
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 59
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 59
5 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 53
Abundance Scan 1452 (10.628 min): BF098350.D (-1449) (-) m/z 57.10 100.00%
57.1

5000

184.1 R R A REAR R
10.40 10.60 10.80 11.00

2142 244.2

m/z 71.10 81.36%

1131 1391 1g5)1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 LA L L L L I
10 40 10. 60 10 80 11. 00
850 1130 m/z 43.10 55.36%

29.0
\‘ l “\ “\ “ \‘ l

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

Abundance
57.0
R LA s
10.40 10.60 10.80 11.00
5000 m/z 85.10 40.83%
29.0
85.0
1130 1400 1690 1989
e w2 e AN B e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl- REmaEES RS S
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.07%
5000
85.0
112.0
39 i ‘ ) 1410 1830 226.0
L B A A R LA s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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, 3-methyl-5-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.10 3.51 ng 141470 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 64
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 59
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 52
4 Heptadecane 240 C17H36 000629-78-7 49
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 49
Abundance Scan 1532 (11.098 min): BF098350.D (-1530) (-) m/z 71.10 100.00%
711
5000 43.1
99.1 184.1 II|IIII|IIII|IIII|IIII
127.1 10.80 11.00 11.20 11.40
152.1 221.2
SN .,:'..-.-l..!l.,.1...,...-.,....,!-...' ekt m/z 57.10 93.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
5000 LR SRR SR B B
85.0 10.80 11.00 11.20 11.40
29.0 m/z 85.10 48 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
10.80 11.00 11.20 11.40
5000 85.0 m/z 43.10 40.42%
28.0
113.0 155.0 183.0 310.0
mmwﬁwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane R R B
57.0 10.80 11.00 11.20 11.40
m/z 41.10 25 .54%
85.0
5000
2?\.0\ } Il \\11?0\141 0 197.0
ulll il \
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.73 2.36 ng 95302 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 90
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89

Abundance Scan 1639 (11.727 min): BF098350.D ( 1636) ) m/z 192.10 100.00%

5000

)

11.40 11.60 11.80 12.00
m/z 191.10 57.11%

261.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54741: Anthracene, 1-methyl-

=
©
o

5000

11,40 11.60 11.80 12.00
m/z 189.10  30.45%

165.0

96.0 116.0 139.0

27.0 63.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
I R EABERREEEEE RS
11.40 11.60 11.80 12.00
5000 m/z 193.10 16.26%

165.0
39.0 63.0 96.0116.0139.0

wwmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl- T
192.0 11.40 11.60 11.80 12.00
m/z 190.05 14 .36%

%

5000

;

83.0

16
15.0 39.0 62.0 115.0 139.0
T T T LB L i e
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 6.90 ng 255773 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
Abundance Scan 1971 (13.680 min): BF098350.D (-1968) (-) m/z 83.10 100.00%
1
5000 MJ\,\/M
113.40 13.60 13.80 14.00
m/z 57.10 87.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
550 83.0
5000 LR BB BUCLILN UL B
anmnmmm
29.0 m/z 43.05 87.27%
Ll 167.0 196.0  238.0 266.0 294.0
m/z--> i&&mmmmmmmmmmmmm
Abundance
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 97.10 86.43%
29.0 125.0
154.0  196.0 224.0 269.0 320.0
Wﬁmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecyl ester N B EE
13.40 13.60 13.80 14.00
m/z 69.05 85.61%
5000
29.0
139.0 168.0  210.0 238.0 5560 295.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098350.D

Aca On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl6.66 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.24 ng 62849 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 38
2 Octadecane 254 C18H38 000593-45-3 35
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 35
4 3.7-Nonanedione. 5-(2-furanvl)-2... 278 C17H2603 1000319-41-4 35
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 35
Abundance Scan 2478 (16.662 min): BF098350.D (-2474) (-) m/z 57.10 100.00%
57.1

5000

16.40 16.60 16.80 17.00
m/z 71.10 72.57%

127.1151.1

192.1 219.1

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

Abundance #152416: Tridecane, 1-iodo-
57.0
5000 . TT T[T T T T[T T rrrrrrr1
850 16.40 16.60 16.80 17.00
28.0 ‘ 183.0 m/z 85.00 45 _.27%
113.0
0 e O .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N REE
16.40 16.60 16.80 17.00
5000 85.0 m/z 278.10 43.35%
29.0

113.0 141.0 169.0 197.0 2250 254.0
meﬁwmmmw
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #140552: Dodecane, 1-iodo-
57.0 16.40 16.60 16.80 17.00
m/z 43.10 29 .44%
5000 85.0
29.0 ‘ 113.0 155.0
NI  2 — B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16 60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098350.D

Acq On : 8 Sep 2017 15:06

Operator : SJ/JU

Sample : 15110-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.88 9.3 ng 286868 1 6.68 616442 20.0
unknown6 .46 6.46 90.1 ng 2778300 1 6.68 616442 20.0
1-Bromo-1-methyl-. .. 9.62 2.2 ng 104839 3 9.72 966423 20.0
unknown10.12 10.12 2.2 ng 107815 3 9.72 966423 20.0
Sulfurous acid, 2... 10.63 6.2 ng 249662 4 11.20 806480 20.0
Nonane, 3-methyl-._.. 11.10 3.5 ng 141470 4 11.20 806480 20.0
Anthracene, 1-met... 11.73 2.4 ng 95302 4 11.20 806480 20.0
1-Heneicosanol 13.68 6.9 ng 255773 5 13.83 741119 20.0
unknownl16.66 16.66 2.2 ng 62849 6 15.24 561553 20.0
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