LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On > 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 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-BF110818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.257 24 29 39 rvB 277191 366975 18.42% 1.970%
2 5.181 523 526 536 rBV 43365 64798 3.25% 0.348%
3 5.563 587 591 612 rBY 1601860 1599238 80.28% 8.587%
4 6.569 757 762 768 rBVY 1692589 1810391 90.88% 9.721%
5 6.610 768 769 779 rVB 30403 31854 1.60% 0.171%
6 6.710 782 786 790 rBVY 1763673 1761502 88.43% 9.458%
7 6.945 822 826 832 rBV 556869 506245 25.41% 2.718%
8 7.098 848 852 869 rBY 1514322 1336391 67.09% 7.176%
9 7.510 917 922 938 rBVY 1102200 1119428 56.20% 6.011%
10 8.228 1040 1044 1056 rBV 704952 703104 35.30% 3.775%

11 9.298 1221 1226 1229 rBV 2347140 1991978 100.00% 10.696%
12 9.692 1289 1293 1300 rBV 225849 216788 10.88% 1.164%
13 9.986 1338 1343 1351 rBV 888044 800735 40.20% 4 _300%
14 10.774 1474 1477 1489 rBV 1139540 1144539 57.46% 6.146%
15 11.480 1593 1597 1599 rBvV 824025 748914 37 .60% 4.021%

16 11.504 1599 1601 1605 rVB 119217 101098 5.08% 0.543%

17 11.980 1679 1682 1686 rBV 95320 89951 4._.52% 0.483%
18 12.698 1800 1804 1809 rBV 209541 182851 9.18% 0.982%
19 12.768 1813 1816 1821 rBV4 24397 29246 1.47% 0.157%
20 12.910 1837 1840 1841 rBV2 26117 24557 1.23% 0.132%

21 12.927 1841 1843 1849 rVB 152336 129390 6.50% 0.695%
22 13.063 1861 1866 1869 rBV 1732848 1484209 74.51% 7.969%
23 13.257 1893 1899 1903 rVB3 18567 31785 1.60% 0.171%
24 13.933 2011 2014 2020 rBV2 142800 174145 8.74% 0.935%
25 14.127 2042 2047 2050 rBV 592721 567996 28.51% 3.050%

26 14.151 2050 2051 2058 rVB 62059 53835 2.70% 0.289%
27 14.251 2063 2068 2072 rBV2 20069 27857 1.40% 0.150%
28 14.557 2116 2120 2128 rBV4 54285 98248 4._.93% 0.528%
29 14.874 2170 2174 2177 rBV 59877 63670 3.20% 0.342%
30 14.951 2185 2187 2191 rVB 25006 24343 1.22% 0.131%
31 15.033 2197 2201 2205 rVB5 37659 40823 2.05% 0.219%
32 15.204 2225 2230 2231 rBV 62859 84588 4._.25% 0.454%
33 15.227 2231 2234 2237 rVV 114723 135814 6.82% 0.729%
34 15.262 2237 2240 2245 rVB6 19923 30028 1.51% 0.161%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On > 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.521 2281 2284 2288 rVB 37777 43563 2.19% 0.234%
36 15.586 2291 2295 2298 rBV 43074 60401 3.03% 0.324%
37 15.621 2298 2301 2303 rVVv2 67235 87261 4._.38% 0.469%

38 15.651 2303 2306 2311 rVB 317513 416547 20.91% 2.237%
39 16.074 2374 2378 2384 rVB 86768 126900 6.37% 0.681%

40 16.139 2385 2389 2397 rvvo 17660 47969 2.41% 0.258%

41 16.603 2463 2468 2473 rBvV2 44027 73578 3.69% 0.395%

42 16.815 2500 2504 2508 rBV7 15451 23785 1.19% 0.128%

43 17.221 2567 2573 2581 rVB2 45861 104263 5.23% 0.560%

44 17.698 2651 2654 2662 rVB4 15763 31532 1.58% 0.169%

45 17.956 2694 2698 2703 rBvV8 13481 30685 1.54% 0.165%
Sum of corrected areas: 18623798
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110641.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.26 14.50 ng 366975 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 29 (2.257 min): BF110641.D (-24) (-) m/z 73.10 100.00%
73.1

-

5000 43.0
55.1 87.1
| 2.202.30 2.40 2.50 2.60 2.70
o S 1 O S S — m/z 43.00 42_01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.10 30.56%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 410 550 m/z 87.10 26.00%
29.0
o ] sro 1120 a0
(O o o B B LIS o o o e o RARA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 13.74%
5000 59.0
87.0
43.0
29.0 | " L ‘ 102.0
B B L o e o o B AN EEEEEEEEEEu
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.18 2.56 ng 64798 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Propvlamine 59 C3HON 000107-10-8 9
5 Acetamide 59 C2H5NO 000060-35-5 9

Abundance Scan 526 (5.181 min): BF110641.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 82.9 | 480 5.00 520 5.40 5.60
N SN MR R m/z 59.00 58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A S LA RS A
59.0 480 500 520 540 5.60
m/z 101.00 18.80%
S 830 1010
s R AR LA SRR AN RARA KRR LA REAAS SRR LAASN SARAS LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540 560
5000 m/z 58.00 14 _.72%
20.0 101.0
o B0 | Ll 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R R e
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.56%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 3 unknown6.71 Concentration Rank 1

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

6.71 69.59 ng 1761500 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 786 (6.710 min): BF110641.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
USRI A N
6.40 6.60 6.80 7.00
0 B E e m/z 68.10 42 .30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 ISR SRS AN SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.22%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "o ok oo b
5000 ggo 1160 m/z 66.00 26.57%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘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 e A RRREE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.05%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 10
R.T. EstConc Area Relative to ISTD R.T.
11.98 2.40 ng 89951 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1682 (11.980 min): BF110641.D (-1679) (-) m/z 43.00 100.00%
430 | 73.0
98.1 192.1 213.2 R SRR UGS B
' 157.1 ' 256.2 11.60 11.80 12.00 12.20
o} m/z 73.00 97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 R AR R
11.60 11.80 12.00 12.20
'JM 1570 1as0 2130 260 | M/Z 60.00  96.11%
0‘

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

Abundance #95855: Pentadecanoic acid
43.0 73.0
_r'_'_'_'—r'_l_'_T
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.00 79.21%
0 e "I‘;" S ARmEny 80. L/MV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W
Abundance #84453: Tetradecanoic acid A AN e ma e B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 76.91%
5000 129.0
185.0 228.0
%70 | | WW
ol L \,‘,,,\ 11 YN I WU A
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 6.13 ng 174145 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 Trichloroacetic acid, 4-hexadecy... 386 C18H33C1302 1000282-92-4 87
Abundance Scan 2013 (13.927 min): BF110641.D (-2011) (-) m/z 43.10 100.00%
43.1
83.1
5000 226.1
111.1
370 1911 1360 13.80 14.00 14.20
o At m/z 57.10 99 .29%
m/z--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane
53.0 83.0
5000 LR UL IR SRR IR
29.0 111.0 13.60 13.80 14.00 14.20
m/z 55.00 79.72%
m/z--> 50 160 1%0 260 2éo 300 '
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
51.0 83.0
1360 13.80 14.00 14.20
5000 111.0 m/z 83.10 70.46%
29.0
‘ 140 0 168 0 196 0 241.0 342, O
04 T I\ \ J \ i T | T T T T T T T T T T T T T T
m/z--> 50 100 150 260 250 300
Abundance #185169: Heptadecy! trifluoroacetate L B B e o S
57.0 13.60 13.80 14.00 14.20
m/z 69.00 60.91%
5000
29.0 125.0
oL H‘hgmm@mmmmozmo 334.0
m/z--> 50 150 200 250 300 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.46 ng 98248 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Triacontane 422 C30H62 000638-68-6 83
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 2121 (14.562 min): BF110641.D (-2116) (-) m/z 57.05 100.00%
57.0
5000
J L 11 2020 2BL g 14.20 14.40 14.60 14.80
ob vkl ll].. Il .".".,'l.l.'!."ll....,..'..,....,... m/z 43.10 61.86%
m/z--> 50 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
51.0
5000 N BRI B UL IR B
14.20 14.40 14.60 14.80
l m/z 71.05 58.26%
oL b L 248 830 PN gm0 ss0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 44 _83%
99.0
o280} | )l | | 1410 1830 2250 2810 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B e B e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 34.61%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> 50 100 1éo 260 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.87 2.24ng 63670  Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 91

2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2173 (14.868 min): BF110641.D (-2170) (-) m/z 57.10 100.00%
57.1
5000
1551 207.9239.1 14,60 14.80 15.00 15.20
(o} m/z 43.05 60.53%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LA L L L L L L
14.60 14.80 15.00 15.20
m/z 71.10 55.50%
o 270} . | “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 260 250 300 350
Abundance #185533: Pentacosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 38.83%
oL 27,0 lt\.l 1410 1830 2250 267.0 300.0 352.0
m/z--> 55 100 1éo 260 250 300 350
Abundance #141426: Heneicosane A R
57.0 14.60 14.80 15.00 15.20
m/z 55.00 29.10%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Perylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.52 2.09 ng 43563 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 89
2 Benzolelpvrene 252 C20H12 000192-97-2 81
3 Benzolalpvrene 252 C20H12 000050-32-8 81
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 70
Abundance Scan 2284 (15.521 min): BF110641.D (-2281) (-) m/z 252.10 100.00%
259.1
5000
125.0 15.20 15.40 15.60 15.80
98.0 1451  177.0 205.0224.0 : : : :
Ol 669 m/z 250.10  30.19%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104215: Perylene
252.0
5000
15.20 15.40 15.60 15.80
126.0 m/z 253.10 19.47%
0l27.0 500 740 99.0 150.0 174.0 198.0 224.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104217: Benzo[e]pyrene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.76%
o 50.0 74.0 %O”‘H1%01M02m02mo M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104222: Benzo[a]pyrene LI L L L L N BN |
252.0 15.20 15.40 15.60 15.80
m/z 251.10 11.47%
5000
126.0
228.0
0 57 0 83 O 104 ‘ H 14\9 0 200.0 hh‘\ h‘\ ‘\
miz-> 20 40 6|0 8|O 1(')0 120 140 160 180 200 22'0 240 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl6.14 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.14 2.30 ng 47969 Perylene-di12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-2-one. 5-methvl- 112 C7H120 003240-09-3 43
2 1-Hexadecanol 242 C16H340 036653-82-4 38
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 38
4 7-Tetradecanol 214 C14H300 003981-79-1 38
5 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1000245-50-0 22

Abundance Scan 2389 (16.139 min): BF110641.D (-2385) (-) m/z 57.10 100.00%

5000 1770

215.0 239.1

15.80 16.00 16.20 16.40

o m/z 69.05 87.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6529: 5-Hexen-2-one, 5-methyl-
43.0
5000 AUV AR
69.0 15. 80 16. OO 16 20 16. 40
97.0 m/z 97.10 83.68%
0 '|'|""|| II||||| RS SRS BRARE BRESE SRERY SRARN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43.0

T T T
20 15.80 16.00 16.20 16.40
5000 £ m/z 43.10 78.46%
125.0
o 22,¢J “ 154.0 196.0 224.0
A RaRaE MLTHWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81267: Cyclohexane 1,2-dimethyl-3-pentyl-4-propy!- R e EEAER R
69.0 97.0 15.80 16.00 16.20 16.40
m/z 55.05 63.09%
5000
153.0
0 126.0 181.0 224.0
- IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110641.D

Aca On : 9 Nov 2018 21:36

Operator : JU/SJ

Sample : J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 12 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 3.53 ng 73578 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 10-Methvlnonadecane 282 C20H42 056862-62-5 83
4 Pentacosane 352 C25H52 000629-99-2 80
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2467 (16.598 min): BF110641.D (-2463) (-) m/z 57.05 100.00%
51.0
5000 MJ\&.M
90 1ss1 g 284.0 16.20 16.40 16,60 16.80 17.00
0 N o 1= ORI m/z 71.10 62.56%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
5%.0
5000 AR AR DRI SR B
16. 20 16. 40 16 60 16. 80 17. 00
99.0 m/z 43.10 56.31%
oL 2o L) 1| | }41 -0 1830 2250 2810 337.0 3940
m/z--> 55 100 150 260 250 360 3éo '
Abundance #202661: Heptacosane
57.0
16.20 16.40 16,60 16.80 17.00
5000 m/z 85.10 50.38%
99.0
L2 H , 1410 183q 2250_267.0 309.0 380.0
m/z--> 55 100 1%0 200 250 360 3éo '
Abundance #129494: 10-Methylnonadecane A B o
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 22.53%
5000
99.0 154.0
0|2|7'|O‘| w\l\ll l\ “:"::l“uuuu ||||2|67|q| T s N M e
m/z--> 50 100 150 200 250 300 350 1620 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110641.D

Acq On > 9 Nov 2018 21:36

Operator : JU/SJ

Sample - J5813-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.26 14.5 ng 366975 1 6.95 506245 20.0
2-Pentanone, 4-hy... 5.18 2.6 ng 64798 1 6.95 506245 20.0
unknown6.71 6.71 69.6 ng 1761500 1 6.95 506245 20.0
n-Hexadecanoic acid 11.98 2.4 ng 89951 4 11.48 748914 20.0
Cyclohexadecane 13.93 6.1 ng 174145 5 14.13 567996 20.0
Heptadecane, 9-oc... 14.56 3.5 ng 08248 5 14.13 567996 20.0
Heptacosane 14 .87 2.2 ng 63670 5 14.13 567996 20.0
Perylene 15.52 2.1 ng 43563 6 15.66 416547 20.0
unknownl6.14 16.14 2.3 ng 47969 6 15.66 416547 20.0
Octacosane 16.60 3.5 ng 73578 6 15.66 416547 20.0
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