LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100432.D

Aca On - 11 Nov 2017 11:27 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16399-11 Sl
Misc i TP-13-A-13-B
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-BF110817.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 5.122 512 516 526 rVB 383196 432095 20.19% 2.103%
2 5.516 579 583 587 rBY 2059979 2095058 97.89% 10.196%
3 6.522 749 754 761 rBV 2107447 2140280 100.00% 10.416%
4 6.669 775 779 783 rBVY 2349809 2103847 98.30% 10.239%
5 6.904 815 819 822 rBVY 1096166 896275 41.88% 4.362%
6 7.057 841 845 849 rBVY 1881041 1654210 77.29% 8.051%
7 7.463 909 914 917 rBVY 1505199 1269219 59.30% 6.177%
8 8.186 1033 1037 1040 rVB 1222366 1016819 47.51% 4 .949%
9 8.469 1079 1085 1092 rBV6 12544 27298 1.28% 0.133%
10 8.598 1104 1107 1109 rBV 33108 27801 1.30% 0.135%
11 8.769 1133 1136 1140 rVB 44434 35644 1.67% 0.173%
12 9.257 1215 1219 1229 rBY 2298804 1990740 93.01% 9.689%
13 9.333 1229 1232 1235 rVB 51375 39113 1.83% 0.190%
14 9.645 1283 1285 1289 rBV 118626 115921 5.42% 0.564%
15 9.780 1305 1308 1309 rBV 36494 28549 1.33% 0.139%
16 9.798 1309 1311 1314 rVV 50347 39170 1.83% 0.191%
17 9.863 1314 1322 1326 rVB 47185 47432 2.22% 0.231%
18 9.939 1331 1335 1339 rBvV 1074981 911345 42.58% 4 _.435%
19 10.251 1384 1388 1391 rBV4 18864 27509 1.29% 0.134%
20 10.310 1395 1398 1401 rVvVv 48894 42286 1.98% 0.206%
21 10.363 1404 1407 1409 rVB 44322 34268 1.60% 0.167%
22 10.580 1440 1444 1450 rVB2 23448 28544 1.33% 0.139%
23 10.722 1464 1468 1472 rBV 994495 887207 41.45% 4.318%
24 10.839 1484 1488 1493 rBV2 62912 96020 4 ._.49% 0.467%
25 11.280 1560 1563 1566 rBV 27209 27307 1.28% 0.133%
26 11.316 1566 1569 1572 rVB2 25686 29025 1.36% 0.141%
27 11.427 1584 1588 1590 rBV 847268 767978 35.88% 3.738%
28 11.445 1590 1591 1595 rVB 44209 37286 1.74% 0.181%
29 11.710 1634 1636 1640 rVB 29542 23215 1.08% 0.113%
30 11.939 1670 1675 1684 rBV2 167015 225898 10.55% 1.099%
31 12.116 1703 1705 1708 rBV 30912 27574 1.29% 0.134%
32 12.504 1769 1771 1774 rBV2 34173 31341 1.46% 0.153%
33 12.639 1791 1794 1798 rBV 93370 81900 3.83% 0.399%
34 12.727 1806 1809 1813 rBV3 61752 71805 3.35% 0.349%

8270-BF110817.M Mon Nov 13 13:41:28 2017 Page: 1



LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100432.D

Aca On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.868 1830 1833 1837 rVB 77790 78445 3.67% 0.382%

36 13.010 1853 1857 1860 rBV 1501773 1347856 62.98% 6.560%
37 13.898 2005 2008 2013 rBV 184971 195135 9.12% 0.950%
38 14.063 2033 2036 2039 rBV 856200 851153 39.77% 4.142%
39 15.551 2285 2289 2297 rVB 559511 764468 35.72% 3.721%

Sum of corrected areas: 20547036
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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\HPCHEMI\BNA F\DATA\BF111117\

BF100432.D

11 Nov 2017 11:27

SJ/Ju

16399-11

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100432.D

Aca On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.12 9.64 ng 432095 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF100432.D (-512) (-) m/z 42.95 100.00%
43.0
59.1
5000
oL 480 5.00 520 540
IR - . J T O~ N R (oS - R o £
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Sho Sk s
0
150 a0 1010 m/z 101.10 17.22%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 14.76%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LA L L L N L BN |
54.0 480 5.00 5.20 5.40
m/z 41.05 8.49%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100432.D

Aca On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 46.95 ng 2103850 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 779 (6.669 min): BF100432.D (-775) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.1 IREBEAREE SRS L S
400 540 | 6.40 6.60 6.80 7.00
o..,....,....,...:l'.'...,:!..,::.-.|,..':.,?‘?.9,..!.,.':..,1.1:‘?9,....,'...,.. m/z 68.10 41.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.25%
0'W'”'P'”I”'“'h'M'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 25.92%
104.0
ol 140 270 300 510 06.0 770 499 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine R AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.77%
5000
33.0 44.0 0.0 105.0
0"I“"P"W'L”I'L“Iﬁqﬂ*'”l:“llﬁgﬂ"ﬂﬂ"ml'”'l“"I“"" UREBE RS S L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100432.D

Aca On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl0.84 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.84 2.50 ng 96020 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 46
2 Tetradecane 198 C14H30 000629-59-4 46
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 46
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 43
5 Octacosane 394 C28H58 000630-02-4 43
Abundance Scan 1488 (10.839 min): BF100432.D (-1484) (-) m/z 43.05 100.00%
43.0
85.0
5000
170 1690 266.1 '~ 10.60 10.80 11.00 11.20
o} m/z 57.05 81.06%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 LN BN SURRULE UL SR
10,60 10.80 11.00 11.20
99.0 m/z 85.05 76 .85%
0 27‘0‘ “\ Il \\‘. l ‘\141 0 183 0 240.0
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 71.05 42 _.93%
i 27.0 99.0 1410 198.0
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- T
57.0 10.60 10.80 11.00 11.20
m/z 41.05 39.48%
5000
99.0
Ozw‘h Ai@@lﬁ%%ommnm3mm&omm
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100432.D

Aca On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 5.88 ng 225898 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1675 (11.939 min): BF100432.D (-1670) (-) m/z 73.00 100.00%
430 730
5000 1291
97.0
157.1 1851 2132 256.3 11.60 11.80 12.00 12.20
0 m/z 43.05 97 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R DR LR SR AR
83.0 nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  89.93%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 72.47%
171.0
97.0 214.0
o 152.0 kdwvnhwxﬂdw¢~A~
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R ABEaEREEEE
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 71.71%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100432.D

Aca On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 4.59 ng 195135 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
3 1-Tricosene 322 C23H46 018835-32-0 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 2-Methyl-2-docosene 322 C23H46 1000131-16-9 91
Abundance Scan 2008 (13.898 min): BF100432.D (-2005) (-) m/z 57.10 100.00%
57.1
83.1
5000
13.60 13.80 14.00 14.20
276.1 )
0 3220 m/z 43.10 90.30%
m/z--> 50 100 150 200 250 300
Abundance #151537: 1-Docosene
57.0 97.0
5000 13.60 13.80 14.00 14.20
20.0 125.0 205.0 m/z 55.00 84.71%
oL \‘, L] H‘. I ‘L 000020 200 |
m/z--> 50 100 150 200 250 300
Abundance
550 |97.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 78.18%
125.0
29.0 322.0
o 153.0 182.0 210.0 238.0 266.0294. o
m/z--> 55 160 1%0 260 250 300
Abundance #163016: 1-Tricosene R R R
57.0 g3 13.60 13.80 14.00 14.20
' m/z 69.10 67.17%
e W
111.0
29.0
o Iy | [1%7°,169.0196.0 224.0252.0 29403220
m/z--> 5'0 100 1&1,0 200 250 300 ' 13 60 13. 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100432.D

Acq On : 11 Nov 2017 11:27

Operator : SJ/JU

Sample : 16399-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.12 9.6 ng 432095 1 6.90 896275 20.0
unknown6 .67 6.67 47.0 ng 2103850 1 6.90 896275 20.0
unknownl10.84 10.84 2.5 ng 96020 4 11.43 767978 20.0
n-Hexadecanoic acid 11.94 5.9 ng 225898 4 11.43 767978 20.0
1-Docosene 13.90 4.6 ng 195135 5 14.07 851153 20.0
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