LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.240 21 26 37 rvB 93030 150990 8.21% 0.962%
2 5.181 522 526 542 rBvY 47286 76616 4.17% 0.488%
3 5.428 565 568 575 rBV 36914 37197 2.02% 0.237%
4 5.534 583 586 587 rBV 27571 22064 1.20% 0.141%
5 5.563 587 591 612 rVB 1756428 1759946 95.68% 11.208%
6 6.569 757 762 778 rBvV 1782738 1827734 99.37% 11.640%
7 6.710 782 786 789 rBV 2145241 1839314 100.00% 11.714%
8 6.939 821 825 832 rBVY 405501 350103 19.03% 2.230%
9 7.092 847 851 863 rvB 1465750 1409759 76.65% 8.978%
10 7.463 911 914 917 rBV 50748 41485 2.26% 0.264%

11 7.504 917 921 931 rBV 1124986 1132457 61.57% 7.212%
12 7.951 994 997 1005 rVB 41328 44942 2.44% 0.286%
13 8.222 1040 1043 1046 rBvV 467563 412817 22.44% 2.629%
14 9.298 1222 1226 1236 rBV 1998833 1835607 99.80% 11.690%
15 9.686 1289 1292 1300 rBV 223640 215739 11.73% 1.374%

16 9.980 1338 1342 1353 rVB2 472900 441903 24.03% 2.814%

17 10.145 1367 1370 1375 rBV 33246 39655 2.16% 0.253%
18 10.369 1404 1408 1410 rBV 50633 54447 2.96% 0.347%
19 10.386 1410 1411 1419 rVB2 43980 42331 2.30% 0.270%
20 10.486 1425 1428 1439 rVB 72374 69712 3.79% 0.444%
21 10.774 1474 1477 1486 rBV 1026703 993520 54.02% 6.327%
22 10.863 1490 1492 1496 rBV 28998 31052 1.69% 0.198%
23 10.898 1496 1498 1503 rVV 40500 49891 2.71% 0.318%
24 10.974 1507 1511 1514 rVB3 27313 30325 1.65% 0.193%
25 11.474 1593 1596 1604 rBV 364627 356230 19.37% 2.269%
26 11.980 1679 1682 1687 rBV 59611 56710 3.08% 0.361%
27 13.063 1861 1866 1869 rBV 1418429 1293613 70.33% 8.238%
28 13.933 2011 2014 2024 rBV 53293 68460 3.72% 0.436%
29 14.127 2044 2047 2053 rBvV 347019 365351 19.86% 2.327%
30 14.251 2064 2068 2071 rBV 23694 24230 1.32% 0.154%
31 14.557 2117 2120 2128 rBV 38733 54781 2.98% 0.349%
32 14.874 2170 2174 2178 rBV 45812 47596 2.59% 0.303%
33 15.221 2230 2233 2238 rBV 48768 54193 2.95% 0.345%
34 15.615 2296 2300 2303 rBV 44988 59506 3.24% 0.379%

8270-BF110818.M Fri Nov 16 14:19:24 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.662 2303 2308 2317 rVB 186771 272228 14.80% 1.734%

36 16.074 2373 2378 2384 rVB2 40538 64548 3.51% 0.411%

37 16.604 2463 2468 2474 rVB3 27269 45168 2.46% 0.288%

38 17.221 2568 2573 2578 rBV5 13371 29944 1.63% 0.191%
Sum of corrected areas: 15702164
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

Abundance TIC: BF110802.D

2000000
5.56 6.57

1500000 7.09

7.50
1000000

500000 6.94

———re e e d e e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110802.D

2000000

1500000 13.06

10.77
1000000

8.22 9.98
500000 11.47

7.95 L fk 1015 Jﬂ)@@ J_W7 11.98

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110802.D

2000000
1500000
1000000

500000
14.13

15.66

13.93 l14,25 1456 1487 15.22 15.%2 16.07 16.60 17.22
A AN,

Ot e e e S e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.24 8.63 ng 150990 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 25

Abundance Scan 26 (2.240 min): BF110802.D (-21) (-) m/z 73.10 100.00%
7

ﬁ

5000 43
55 87
39 2.20 2.30 2.40 2.50 2.60
50 59 7
Obrrrrprrrrprrrrrrrrrerrrre bbb bt rrrrr e || M7z 43.05 39 15%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L LI BB BN LI LN B

43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 29.16%

29
o 267 33 39 | 46 50 ‘ 59 6770 | 80
L AR R R aAeS!
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
s 55 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 28.30%
27 39
. 15 81 51 70 81
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.40%
5000 43
58 a7
29
28 |86 55 \
O e A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 4.38 ng 76616 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propylamine 59 C3HSN 000107-10-8 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 526 (5.181 min): BF110802.D (-522) (-) m/z 43.00 100.00%
43
59
5000
101
83 | 4.80 500 520 5.40 5.60
ot m/z 59.00 55.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR VAR RAARE BERRE RN
59 4.80 5.00 520 540 5.60
m/z 101.00 20.53%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 15.21%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L B L N B
43 480 5.00 5.20 5.40 5.60
m/z 41.10 8.61%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 105.07 ng 1839310 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 786 (6.710 min): BF110802.D (-782) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 : : : :
o [ | Weus | m/z 68.10 41.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 N A AR AN SRR
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 33.08%
T TR
0'"'l'“W'r"”i""l'“y§|” L AL S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.01%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 N
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e  RERE
132 6.40 6.60 6.80 7.00
o7 m/z 69.05 17.01%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 16

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

7.95 2.18 ng 44942 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 70
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64

Abundance Scan 997 (7.951 min): BF110802.D (-994) (- m/z 117.00 100.00%
117
5000
o1 132
39 51 65 7/ | 103 ‘l 7.60 7.80 8.00 8.20
Obrrprrrerrrr et b et ettt m/z 119.00  66.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 7.60 7.80 8.00 8.20
0,
5, 39 51 65 77 ‘ Lo ‘ m/z 115.00 35.31%
0..P%?,”JW.HJP.”ﬂmuwﬂw.PmWP.”\u?ﬁwu.P”lp.NHL.W.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117 132
7.60 7.80 8.00 8.20
5000 m/z 132.10 34 .30%
91
ol 15 27 B Slgg P T gg 19
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 7.60 7.80 8.00 8.20
m/z 91.00 27 .83%
132
5000
ot 105
39 51 __ 65 77
0"P'”I”%2'”JP'“N“?ﬁdtﬂ'“bP'”\“'ﬁ“ﬂ'P'HP'me'ﬂ'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 1H-Benzotriazole, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.46 ng 54447 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 97
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 96
3 1H-Indole, 2,3-dihydro-4-methyl- 133 C9H11N 062108-16-1 53
4 1,3,5,7-Cyclooctatetraene 104 C8HS8 000629-20-9 38
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 38
Abundance Scan 1408 (10.369 min): BF110802.D (-(%404) ) m/z 104.00 100.00%
104
133
5000 77
| “ ‘ | 111 10.00 10.20 10.40 10.60
o.n,nn,nu,nnﬁn..'h m un4w“.w”.w..¢”.w”.wh.w” m/z 133.00 57 .83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104
133
il
5000 UNNBUNLR BN SRS
51 7 10.00 10.20 10.40 10.60
m/z 77.00 38.11%
0 '”I""P'??I'”'I"'W""P"'I'”'I"'%q"' ""%%§|“"|"“|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
104
133 10.00 10.20 10.40 10.60
5000 51 ” m/z 71.00  34.24%
7 63
0 15 88
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14787: 1H-Indole, 2,3-dihydro-4-methyl-
133 10.00 10.20 10.40 10.60
m/z 78.10 30.65%
104
5000
78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 150 140 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.49 3.16 ng 69712 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 83
2 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 72
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 56
Abundance Scan 1429 (10.492 min): BF110802.D (-1425) (-) m/z 135.10 100.00%
135
5000
A
107 LSRR BN UGN BN
41 57 o1 | 206 10.20 10.40 10.60 10.80
oSS R A S M m/z 107.00 16.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.20 10.40 10.60 10.80
o7 m/z 136.10 9.28%
ol 18 41 57 75 g1+ | 17 296
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135
: '“l'“'l“"w'mw"AA
10.20 10.40 10.60 10.80
5000 m/z 41.10 9.07%
107
o 41 57 74 91 161 188206 231247 281 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54398: 4-tert-Butylphenyl acetate
135 10.20 10.40 10.60 10.80
m/z 57.10 8.72%
5000
NIECI S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 2(3H)-Benzothiazolone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.80 ng 49891 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 97
2 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 43
3 6-Methyl-7-0x0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 38
4 4-Methoxyformanilide 151 C8HONO2 005470-34-8 35
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
Abundance Scan 1498 (10.898 min): BF110802.D (-1496) (-) m/z 151.00 100.00%
% 151
123
5000
&} “ 82 | 10,60 10.80 11.00 11.20
0 ...,....,....,...!',..'..:'!-..: Bl bt e b el | M7z 96.00  80.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24724: 2(3H)-Benzothiazolone
151
96
123
5000 LR B UL UL UL
10.60 10.80 11.00 11.20
i 69 m/z 123.00 71.23%
0 ...,?.‘?.,...zﬁ.ﬂ,..‘..;‘l.?ﬁm..‘l..:7:8..8.‘? A2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
10,60 10.80 11.00 11.20
5000 m/z 68.90 14 .90%
96
45 70 122
0 58 79 38 106 135
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24681: 6-Methyl-7-oxo-4,7-dihydro-triazolo(3,2-c)triazine
151 10.60 10.80 11.00 11.20
o 123 m/z 122.00 14.39%
5000
83
0'”P”'P”W”'W””P'”P”W”'W“”P?EP”W'”W””I””P”'P“W' T “'A"'AL'A"'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.18 ng 56710 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
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 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1682 (11.980 min): BF110802.D (-1679) (-) m/z 73.00 100.00%
43 60 7B
5000
129
¥ 213 LR AR U RS R
15 | 143157171185 199 256 11.60 11.80 12.00 12.20
0 m/z 60.00 91.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 T
nmnmnmnm
m/z 43.00 90.28%
Oy
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73 »vmWJMAﬂmeJ

11.60 11.80 12.00 12.20

5000 29 129 m/z 41.00 78.09%
87 242
143 199
115 185
101 157171 213
O T T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 56.95 75.64%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 el 1 T N
m/z--> 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\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 Carbonic acid, isobutyl oct... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.75 ng 68460 Chrysene-di2 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 91
2 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 90
3 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 76
5 1-Docosene 308 C22H44 001599-67-3 62
Abundance Scan 2013 (13.927 min): BF110802.D (-2011) (-) m/z 43.00 100.00%
43 57
8397
5000 11
125 SR U S BN SR
13.60 13.80 14.00 14.20
Ob e m/z 57.05 93.97%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
5000 VA A SRR IS

83 13. 60 13. 80 14. 00 14.20
97 m/z 55.00 61.89%

111 o5
o “\ 139153 168 183196210224 253
“'w'“'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
R R R BAEmE B
13.60 13.80 14.00 14.20
5000 m/z 83.05 60.21%
41
83 g7
70 111
0 27 125139154168 196
R L R a B o B e e AAARA BARSRRRaLS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195550: Oxalic acid, cyclobutyl hexadecy! ester A EEEEEEEE T
55 13.60 13.80 14.00 14.20
m/z 41.00 54.56%
5000
71
0 27 ‘ﬂ | \\ 98111125 149 167 269
R R RARaS o e e R BEARS BEREE RS L R N BEEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.00 ng 54781 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2121 (14.562 min): BF110802.D (-2117) (-) m/z 57.00 100.00%
g7
5000 85
13 145 1g7207 14.20 14.40 14.60 14.80
o |.|I|I||I|III||I| I — m/z 43.10 66.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L DAL B BRI B B
mmmmmmmm
m/z 71.05 56.71%
. 291 J L H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.00 51.93%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 55 160 150 260 250 360 3éo '
Abundance #209565: Octacosane R B o
57 14.20 14.40 14.60 14.80
m/z 41.00 29.27%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.61 ng 47596 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2173 (14.868 min): BF110802.D (-2170) (-) m/z 57.00 100.00%
57
5000 85
|113 141 169189 - ' 14.60 14.80 15.00 15.20
0 (I o o Bt e e I e I S m/z 71.05 61.40%
m/z--> 50 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LRI B BUEL BRI B
mmmmmmmm
113 m/z 43.05 60.24%
ol 2L Ly 169m0 21 239 267 205 3p3 352
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 49 _86%
. 29 13 141 169 197 225 253 295 323 367
m/z--> §0 160 150 260 250 360 3%0 '
Abundance #209565: Octacosane e
57 14.60 14.80 15.00 15.20
m/z 41.00 27 .44Y%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 260 250 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path :

Data File : BF110802.D

Acq On : 15 Nov 2018 21:35
Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111518\

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.22 3.98 ng 54193 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2233 (15.221 min): BF110802.D (-2230) (-) m/z 57.05 100.00%
57
5000 85
113 TTE 0 1590 15140 1560
141 183 15.00 15.20 15.40 15.60
o...e,‘...J.l-:'.J 29 M/Z 71.10  62.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 LRI UL BRI UL R
85 mmmmmmmm
s m/z 43.05 59.51%
0 29 | h | | 77,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 160 1%0 260 250 360 3%0 460 '
Abundance
57
o "' 15.00 15.20 15.40 15.60
5000 m/z 85.10 44 . 40%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #209566: Octacosane o
57 15.00 15.20 15.40 15.60
m/z 41.00 20.11%
5000 85
29
ol ] | J (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3%0 460 ! 15.00 1520 1540 1560

8270-BF110818.M Fri Nov

16 14:19:38 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 15 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 4.74 ng 64548 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2377 (16.068 min): BF110802.D (-2373) (-) m/z 57.05 100.00%
7
5000 85
113 141 183 51y ' 15.80 16.00 16,20 16.40
ob—r T m/z 43.10 58.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LR BB BUGRILN UL UL
mmmmmmmm
13, m/z 71.10 56.02%
oL 2l i1 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
' 15.80 16.00 16,20 16.40
5000 - m/z 85.10 42 .52%
113
o 29 141 169 197 225 253 295 366
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane R e R RRmma
57 15.80 16.00 16.20 16.40
m/z 55.10 20.09%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460 1580 1600 1620 1640

8270-BF110818_.M Fri Nov 16 14:19:38 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 16 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.60 3.32 ng 45168 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
4 Hexatriacontane 507 C36H74 000630-06-8 78
5 Heptacosane 380 C27H56 000593-49-7 78
Abundance Scan 2467 (16.598 min): BF110802.D (-2463) (-) m/z 57.05 100.00%
57
5000 g5
IIJF|m1% 281 16,20 1640 16.60 16.80 17.00
ob— LAt b bl ey m/Z 43.05 61.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 AR AR DR S B
16. 20 16. 40 16 60 16. 80 17. 00
13 m/z 71.05 56.72%
oL 22l Ly T T 169, 211 239 267 295 335 352
m/z--> éo 100 150 260 2%0 360 3%0 460 !
Abundance
57
16.20 1640 16.60 16.80 17.00
5000 85 m/z 85.05 36.27%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #194499: Eicosane, 7-hexyl- A B o
57 16.20 16.40 16.60 16.80 17.00
m/z 55.00 19.75%
5000 85
ol I u1}3J141‘ 182 211 252 281 308 337
m/z--> éo 160 1éo 260 2%0 360 350 460 ! 1620 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 17 Octadecane, l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.22 2.20 ng 29944 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, l-iodo- 380 C18H371 000629-93-6 53
2 Pentacosane 352 C25H52 000629-99-2 53
3 2,5-Heptanedione, 3,3,6-trimethyl- 170 C10H1802 051513-40-7 50
4 Triacontane 422 C30H62 000638-68-6 47
5 Heneicosane 296 C21H44 000629-94-7 47
Abundance Scan 2573 (17.221 min): BF110802.D (-2568) (-) m/z 57.00 100.00%
g7
85
5000
127 147 LI L L
|| | 05 | |"| 115 | 2T7 081 17)00 17!20 17f4o 17)60
ob——4 A1 m/z 71.05 79.49%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57
5000 85 L SRR DA BRI BN
29 17.00 17.20 17.40 17.60
m/z 43.00 68.24%
0 \‘ Lo [T 1sr1%5 183 on 253
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance
57
"' 17.00 1720 17.40 17.60
5000 85 m/z 85.05 54 _45Y%
113
oL 2 141 1691g9 211 239 267 205 323 352
m/z--> éo 160 1%0 260 2%0 300 3éo
Abundance #38019: 2,5-Heptanedione, 3,3,6-trimethyl- R R N EaEEE R
43 127 17.00 17.20 17.40 17.60
m/z 69.00 32.76%
5000 71
10
0 "‘“Lllu" Nngk?'{"l?%l?o" LN L UL R SUNIE SRR B
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110802.D

Acq On : 15 Nov 2018 21:35

Operator : JU/SJ

Sample - J5950-06

Misc :

ALS Vial : 20 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... 2.24 8.6 ng 150990 1 6.94 350103 20.0
2-Pentanone, 4-hy... 5.18 4.4 ng 76616 1 6.94 350103 20.0
unknown6.71 6.71 105.1 ng 1839310 1 6.94 350103 20.0
Benzene, 2-etheny... 7.95 2.2 ng 44942 2 8.22 412817 20.0
1H-Benzotriazole,... 10.37 2.5 ng 54447 3 9.98 441903 20.0
Phenol, 4-(1,1,3,... 10.49 3.2 ng 69712 3 9.98 441903 20.0
2(3H)-Benzothiazo... 10.90 2.8 ng 49891 4 11.47 356230 20.0
n-Hexadecanoic acid 11.98 3.2 ng 56710 4 11.47 356230 20.0
Carbonic acid, is... 13.93 3.8 ng 68460 5 14.13 365351 20.0
Hexacosane 14.56 3.0 ng 54781 5 14.13 365351 20.0
Pentacosane 14 .87 2.6 ng 47596 5 14.13 365351 20.0
Hentriacontane 15.22 4.0 ng 54193 6 15.66 272228 20.0
Triacontane 16.07 4.7 ng 64548 6 15.66 272228 20.0
Hexatriacontane 16.60 3.3 ng 45168 6 15.66 272228 20.0
Octadecane, l-iodo- 17.22 2.2 ng 29944 6 15.66 272228 20.0
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