LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122618\
Data File : BF111742.D
Aca On - 27 Dec 2018 4:18 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6446-05 P001-SS026-1218-01
ALS Vial : 24 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-BF121918.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 2.228 18 24 29 rvB 50680 74703 1.84% 0.177%
2 4.022 322 329 335 rBV 58674 77565 1.91% 0.184%
3 5.134 513 518 524 rVB 217087 268085 6.59% 0.636%
4 5.545 582 588 591 rBY 3832670 3608142 88.73% 8.562%
5 6.551 753 759 763 rBV2 3370513 4066542 100.00% 9.649%
6 6.681 776 781 784 rBVY 4095934 3751331 92.25% 8.901%
7 6.904 815 819 823 rBV 960560 763647 18.78% 1.812%
8 7.063 842 846 849 rBVY 3568248 2938809 72.27% 6.973%
9 7.463 909 914 917 rBVY 2474414 2222869 54.66% 5.275%
10 8.186 1033 1037 1040 rBvY 1063000 834434 20.52% 1.980%

11 9.263 1215 1220 1223 rBV 4014058 3614964 88.90% 8.578%
12 9.392 1239 1242 1249 rVB 54337 54962 1.35% 0.130%
13 9.645 1282 1285 1290 rVB 253863 222300 5.47% 0.527%
14 9.939 1332 1335 1339 rVB 952309 847797 20.85% 2.012%
15 10.733 1465 1470 1473 rBV 2478575 2320051 57.05% 5.505%

16 10.845 1486 1489 1497 rVB2 31088 43193 1.06% 0.102%
17 11.263 1555 1560 1563 rBV 48377 58626 1.44% 0.139%
18 11.427 1584 1588 1591 rBV 1025140 838859 20.63% 1.990%
19 11.474 1594 1596 1600 rVB2 69392 66744 1.64% 0.158%

20 11.539 1604 1607 1611 rBV 254730 202448 4.98% 0.480%

21 11.951 1674 1677 1681 rVB 136739 119245 2.93% 0.283%

22 12.039 1690 1692 1695 rVB 60225 46251 1.14% 0.110%
23 12.074 1695 1698 1701 rBV 135757 109594 2.70% 0.260%
24 12.127 1704 1707 1712 rVB4 42505 49897 1.23% 0.118%
25 12.516 1770 1773 1775 rBV 56674 55382 1.36% 0.131%
26 12.557 1775 1780 1784 rVB2 206460 281344 6.92% 0.668%
27 12.692 1800 1803 1807 rVB3 71118 79368 1.95% 0.188%
28 12.733 1807 1810 1814 rBV 284487 271146 6.67% 0.643%
29 12.886 1834 1836 1843 rVB2 81541 93380 2.30% 0.222%
30 12.951 1845 1847 1850 rBV3 45729 40888 1.01% 0.097%

31 13.010 1853 1857 1863 rVB 3603298 3518872 86.53% 8.350%
32 13.104 1870 1873 1876 rBV 265993 238776 5.87% 0.567%
33 13.133 1876 1878 1882 rVV3 108941 128219 3.15% 0.304%
34 13.198 1886 1889 1893 rBV 736359 692408 17.03% 1.643%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122618\
Data File : BF111742.D
Aca On - 27 Dec 2018 4:18 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J6446-05 P001-SS026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.239 1893 1896 1901 rVB2 179650 198401 4._.88% 0.471%

36 13.333 1910 1912 1915 rBV 107523 93068 2.29% 0.221%
37 13.386 1918 1921 1924 rBV 792727 693855 17.06% 1.646%
38 13.421 1924 1927 1931 rBV2 159775 165571 4_.07% 0.393%
39 13.492 1936 1939 1945 rVB3 339695 367026 9.03% 0.871%
40 13.604 1952 1958 1962 rVVv2 428370 601708 14.80% 1.428%

41 13.639 1962 1964 1966 rVB3 71518 53096 1.31% 0.126%
42 13.704 1972 1975 1979 rVB2 432119 398504 9.80% 0.946%
43 13.751 1980 1983 1985 rBV 198365 175815 4.32% 0.417%
44 13.898 2004 2008 2012 rBV3 615107 973675 23.94% 2.310%
45 14.068 2034 2037 2039 rVB 672721 591999 14.56% 1.405%

46 14.098 2039 2042 2046 rVB 667125 577465 14.20% 1.370%
47 14.227 2062 2064 2069 rvB2 116707 132385 3.26% 0.314%
48 14.315 2076 2079 2082 rBV 268910 254301 6.25% 0.603%
49 14.357 2082 2086 2092 rVV3 176629 253102 6.22% 0.601%
50 14.404 2092 2094 2097 rBV2 127225 118447 2.91% 0.281%

51 14.533 2113 2116 2123 rVB 1134248 1255392 30.87% 2.979%
52 14.992 2191 2194 2198 rVB 326520 320468 7.88% 0.760%
53 15.192 2224 2228 2230 rBV 717588 910140 22.38% 2.160%
54 15.551 2286 2289 2293 rBV 359629 432599 10.64% 1.026%
55 15.786 2325 2329 2334 rBV 403226 515968 12.69% 1.224%

56 16.027 2367 2370 2375 rVB 314765 459392 11.30% 1.090%

Sum of corrected areas: 42143218
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111742.D
4000000 5.55 668

7.06
6.55

3000000
7.46

2000000

1000000 6.90

5.13
2.23 4.02 | \ i

T T
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: BF111742.D
4000000 926 13.01

3000000
10.73

2000000

8.19 11.43
1000000 9.94 13.20

47
X Jloss 1126

o e e e e e e e

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: BF111742.D
4000000

e

3000000

2000000

14.53

8.39

o

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

15.55 15.79 16.03

~AJAu»J\J“A*,NjkMA_Aﬁ/vwmf\ﬁw__wﬂv\ﬂwv‘v~m_~v

T
18.00 18.50

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

5.13 7.02 ng 268085 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 517 (5.128 min): BF111742.D (-513) (-) m/z 43.05 100.00%
43
59
5000
6 | o “l’l 480 500 520 540
o) SN Y P o m/z 59.10 53.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LS UL UL L
59 480 500 520 540
m/z 101.10 15.32%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540
5000 m/z 58.00 13.30%
41
0 [l 1 | \‘ | Al 73 86 ‘
R I IR SRS UL LI I I UL RIS SN LRSS B SRS BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O RAma e e e
59 480 5.00 5.20 5.40
m/z 41.10 9.46%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.68 Concentration Rank 1

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

6.68 98.25 ng 3751330 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 781 (6.681 min): BF111742.D (-776) (-) m/z 132.00 100.00%
5000 68
96 UL A L R
40 5g J 6.40 6.60 6.80 7.00
ol Jrer |Asus | n/7 68.10 44.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL A L R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.15%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 6.80 7.00
5000 m/z 66.10 30.02%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.03%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 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\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3 2,27,3,47,5-Pentachloro-1,1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.56 6.71 ng 281344 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.4" .5-Pentachloro-1.1"-bip... 324 C12H5CI5 068194-07-0 99
2 1.1°-Biphenvl. 2.2".3.3".5-penta... 324 C12H5CI5 060145-20-2 99
3 1.1°-Biphenvl. 2.2".3.3".6-penta... 324 C12H5CI5 052663-60-2 99
4 1.1"-Biphenvl. 2.2 .3".4.6-Penta... 324 C12H5CI5 060233-25-2 99
52,27,3,5,6"-Pentachloro-1,1"-bip... 324 C12H5CI5 073575-55-0 99

Abundance Scan 1781 (12.563 min): BF111742.D (-1775) (-) m/z 291.90 100.00%

292 326
254

220

5000

12.20 12.40 12.60 12.80

0 m/z 326.00 83.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163695: 2,2',3,4',5-Pentachloro-1,1'-biphenyl
326
256

5000
12.20 12.40 12.60 12.80

m/z 289.95 76.22%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163755: 1,1'-Biphenyl, 2,2',3,3',5-pentachloro-
326
254

12.20 12.40 12.60 12.80
m/z 253.95 59.92%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163753: 1,1-Biphenyl, 2,2',3,3',6-pentachloro-
326 12.20 12.40 12.60 12.80
254 m/z 256.00 55.12%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1,1°-Biphenyl, 2,3,3",4",6-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.73 6.46 ng 271146 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4".6-penta... 324 C12H5CI5 038380-03-9 99
2 2.3.3.7.5".6-Pentachloro-1.1"-bi... 324 C12H5CI5 068194-10-5 99
3 1.1°-Biphenvl., 2.2".4.5.6"-penta... 324 C12H5CI5 068194-06-9 99
4 1.1"-Biphenvl. 2.27.3.3".4-penta... 324 C12H5CI5 052663-62-4 99
5 1,1"-Biphenyl, 2,3,3",4,4"-penta... 324 C12H5CI5 032598-14-4 99

Abundance Scan 1809 (12.727 min): BF111742.D (-1807) (-) m/z 254.00 100.00%

284

5000
109 127

55 7
12.40 12.60 12.80 13.00
(o} m/z 325.90 89.45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163750: 1,1-Biphenyl, 2,3,3',4',6-pentachloro-
326
254

5000
12.40 12.60 12.80 13.00

m/z 256.00 83.12%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163703: 2,3,3,',5',6-Pentachloro-1,1'-biphenyl
326
12.40 12.60 12.80 13.00
5000 m/z 327.90 57 .56%

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163734: 1,1'-Biphenyl, 2,2',4,5,6'-pentachloro-
326 12.40 12.60 12.80 13.00
m/z 324.00 52 .79%
256
5000
184
51 145 163
0!

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 2,3,3",5,5",6-Hexachloro-1,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.10 8.07 ng 238776 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3".5.5".6-Hexachloro-1.1"-bi... 358 C12H4CIl6 074472-46-1 99
2 2.3".4.47 .57 .6-Hexachloro-1.1"-b... 358 C12H4CIl6 059291-65-5 99
3 1.1"-Biphenvl. 2.37.4.4".5.5"-he... 358 C12H4CI6 052663-72-6 99
4 1.1°-Biphenvl. 2.27.3.4.5.6"-Hex... 358 C12H4CI6 068194-15-0 99
5 1,1"-Biphenyl, 2,2",3,4,47 ,5"-he... 358 C12H4CI6 035065-28-2 99

Abundance Scan 1872 (13.098 min): BF111742.D (-1870) (-) m/z 289.90 100.00%

0

5000

12.80 13.00 13.20 13.40
m/z 359.90 80.25%

04
m/z--> 50 100 150 200 250 300 350
Abundance #188865: 2,3,3',5,5',6-Hexachloro-1,1'"-biphenyl

5000
12.80 13.00 13.20 13.40

m/z 287.90 73 .51%

04
m/z--> 50 100 150 200 250 300 350
Abundance #188886: 2,3',4,4',5',6-Hexachloro-1,1'-biphenyl
360
12.80 13.00 13.20 13.40
5000 290 m/z 361.90 60.20%
145
109 218
127
I O i T« 325
ok |-'Hh"‘ d - - il o
m/z--> 50 100 150 200 250 300 350
Abundance #188942: 1,1'-Biphenyl, 2,3',4,4',5,5-hexachloro-
360 12.80 13.00 13.20 13.40
m/z 145.00 56.39%
290
5000 145
09 218
126
o ‘
NN | 1 S N N SBSP | S SNA
m/z--> 50 100 150 200 250 300 350 12. 80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111742.D

Aca On : 27 Dec 2018 4:18

Operator : JU/SJ

Sample : J6446-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 2,3",4,4",5",6-Hexachloro-1... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.20 23.39 ng 692408 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3".4.47.5" .6-Hexachloro-1.1"-b... 358 C12H4CI6 059291-65-5 99
2 1.1"-Biphenvl. 2.27.3.47.5.5"-he... 358 C12H4CI6 051908-16-8 99
3 1.1"-Biphenvl. 2.27.3.3".4.6-Hex... 358 C12H4CI6 061798-70-7 99
4 1.1"-Biphenvl. 2.3.3".4.4" .5"-he... 358 C12H4CI6 069782-90-7 99
52,3,3",4",5,5"-Hexachloro-1,1"-b... 358 C12H4CIl6 039635-34-2 99

Abundance Scan 1889 (13.198 min): BF111742.D (-1886) (-) m/z 359.90 100.00%
5000
12.80 13.00 13.20 13.40 13.60
0 m/z 289.95 84.41%
m/z--> 50 100 150 200 250 300 350
Abundance #188886: 2,3',4,4',5',6-Hexachloro-1,1'-biphenyl
360
5000 290
145 12.80 13.00 13.20 13.40 13.60
» 1m527 218 m/z 361.90 75.07%
44 91 181 h 24 325
o! . e IIlI — i
m/z--> 50 100 150 200 250 300 350
Abundance #188920: 1,1'-Biphenyl, 2,2',3,4',5,5-hexachloro-
360
12.80 13.00 13.20 13.40 13.60
5000 290 m/z 287.90 65.42%
us 325
0 127 218
oL e “ et W )
m/z--> 50 160 150 200 250 300 350
Abundance #188898: 1,1'-Biphenyl, 2,2',3,3',4,6-Hexachloro-
360 12.80 13.00 13.20 13.40 13.60
m/z 357.90 47 .58%
5000 290
145 s
o 127 218
Lw Ther ) “ w2l ) 2 L
m/z--> 50 1(')0 150 200 250 300 350 12.80 13.00 13.20 13.40 13.60
8270-BF121918.M Thu Dec 27 17:53:13 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-lodoundecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.24 6.70 ng 198401 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23lI 004282-44-4 70
2 Tricosane 324 C23H48 000638-67-5 68
3 Octadecane 254 C18H38 000593-45-3 64
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 53
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 53
Abundance Scan 1896 (13.239 min): BF111742.D (-1893) (-) m/z 57.10 100.00%
57
5000 85
113 254 326 ' 13.00 13.20 13.40 13.60
184 : : : :
oL ML L LT asrass 184201 225 Filaraze2 N o 43 10 69, 18%
m/z--> 50 100 150 200 250 300
Abundance #128607: 1-lodoundecane
57
5000 85 L B BULRLL UL B
13.00 13.20 13. 40 13 60
- ‘ m/z 71.10  50.50%
o » |113 1351 | 183 211 282
m/z--> 55 100 150 200 250 300
Abundance #164577: Tricosane
57
" 13.00 13.20 13.40 13.60
5000 85 m/z 85.10 40.87%
29 324
LT T M e 197 225 23w |
m/z--> 55 160 1éo 260 2%0 300
Abundance #105886: Octadecane R B e I
57 13.00 13.20 13.40 13.60
m/z 41.10 18.30%
5000 85
29
ol b \11}3 141169 197 25 254
m/z--> % ﬁo 150 200 250 3& ' ﬁmmmnmnm

8270-BF121918_.M Thu Dec 27 17:53:14 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2,3,3",4",5,6-Hexachloro-1,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.39 23.44 ng 693855 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3".4"7.5.6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-44-9 99
2 2.3.4.4"7 .5.6-Hexachloro-1.1"-bip... 358 C12H4CI6 041411-63-6 99
3 2.37.4.4"7 .57 .6-Hexachloro-1.1"-b... 358 C12H4CIl6 059291-65-5 99
4 1.1°-Biphenvl. 2.3.3".4.4" .5"-he... 358 C12H4CI6 069782-90-7 99
5 2,3,3",47,5%,6-Hexachloro-1,1"-b... 358 C12H4CI6 074472-45-0 99
Abundance Scan 1922 (13.392 min): BF111742.D (-1918) (- ) m/z 359.90 100.00%
290
5000 A
5 A15 13.00 13.20 13.40 13.60 13.80
0! . e m/z 361.90 81.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #188872: 2,3,3',4',5,6-Hexachloro-1,1'- blphenyl
5000 290
13.00 13.20 13.40 13.60 13.80
m/z 289.90 72.20%
ol 325
m/z--> 50 100 150 200 250 300 35 460
Abundance #188864: 2,3,4,4',5,6-Hexachloro-1,1'- blphenyl
13.00 13.20 13.40 13.60 13.80
5000 m/z 288.00 57 .54Y%
50 73 109 145 4199 218 g 324
m/z--> 55 160 1%0 200 250 300 5 460
Abundance #188886: 2,3',4,4',5',6-Hexachloro-1,1'- blphenyl
13.00 13.20 13.40 13.60 13.80
m/z 357.90 52.84Y%
5000 290
145
109 218
a7 181 254 325
m/z--> 50 100 150 200 250 300 35 o 460 13.00 13.20 13.40 13.60 13.80

8270-BF121918_.M Thu Dec 27 17:53:15 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1,1°-Biphenyl, 2,27,3,4",5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.60 20.33 ng 601708 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4".5.5"-he... 358 C12H4CI6 051908-16-8 99
2 2.3.3".4"7.5.6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-44-9 99
3 1.1°-Biphenvl., 2.27.3.4.4% .5-hex... 358 C12H4CI6 035694-06-5 99
4 1.1"-Biphenvl. 2.27.3.3".4.6-Hex... 358 C12H4CI6 061798-70-7 99
52,27,3,5,6,6"-Hexachloro-1,1"-bi... 358 C12H4CI6 068194-09-2 99

Abundance Scan 1957 (13.598 min): BF111742.D (-1952) (-) m/z 359.90 100.00%

290 340

5000

13.20 13.40 13.60 13.80 14.00

0 m/z 290.00 86.24%
m/z--> 50 100 150 200 250 300 350
Abundance #188920: 1,1-Biphenyl, 2,2',3,4',5,5-hexachloro-
360
5000 290
145 13.20 13.40 13.60 13.80 14.00
0
109127 g A8 325 m/z 361.90 83.62%
T4 ol 162 | 254 m
o SIS AT i
m/z--> 50 100 150 200 250 300 350
Abundance #188872: 2,3,3',4',5,6-Hexachloro-1,1'"-biphenyl
360
13.20 13.40 13.60 13.80 14.00
5000 290 m/z 288.00 66.96%
109126 145 218
w Do R lew | om | e
ot e el ]
m/z--> 50 100 150 200 250 300 350
Abundance #188905: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-
360 13.20 13.40 13.60 13.80 14.00
m/z 357.90 52.84%
5000

m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00

8270-BF121918_.M Thu Dec 27 17:53:16 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2,3,37,4,47,57,6-Heptachlor... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.70 13.46 ng 398504 Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.37.4.47.5" .6-Heptachloro-1.1... 392 C12H3CI7 074472-50-7 99
2 1.1"-Biphenvl. 2.2".3.47.5.5".6-... 392 C12H3CI7 052663-68-0 99
3 1.1"-Biphenvl. 2.2".3.3".4.4" .6-... 392 C12H3CI7 052663-71-5 99
4 1.1°-Biphenvl. 2.27.3.3%.4.4" .5-__.. 392 C12H3CI17 035065-30-6 99
5 1,1"-Biphenyl, 2,27,3,4,4",5",6-... 392 C12H3CI7 052663-69-1 99

m/z 323.90 100.00%

5000

13.40 13.60 13.80 14.00
m/z 43.10 91.09%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #208241: 2,3,3',4,4',5',6-Heptachloro-1,1'-biphenyl

324

:

13.I40 13.I60 13.I80 14.IOO
m/z 57.10 85.99%

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #208269: 1,1'-Biphenyl, 2,2',3,4',5,5',6-heptachloro-

;

13.40 13.60 13.80 14.00
m/z 393.90 71.47%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #208283: 1,1-Biphenyl, 2,2',3,3',4,4',6-heptachloro-
396 13.40 13.60 13.80 14.00
m/z 395.80 65.72%
324
5000
359
254
L 7 a0mzr P o %' e
m/z--> 5I0 l(I)O 15IO 2(I)O 25IO 3(I)O 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1,1°-Biphenyl, 2,27,3,4,5,6... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.75 5.94 ng 175815 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.5.6.6"-H._.. 392 C12H3CI17 074472-49-4 99
2 1.17-Biphenvl., 2.27.3.3%.4.47.6-... 392 C12H3CI17 052663-71-5 99
3 1.1°-Biphenvl., 2.27.3.3%.4.47.5-_.__. 392 C12H3CI17 035065-30-6 99
4 1.1"-Biphenvl. 2.27.3.4".5.57.6-... 392 C12H3CI7 052663-68-0 99
5 1,1"-Biphenyl, 2,3,3",4,47,5,6-H... 392 C12H3CI7 041411-64-7 99

Abundance Scan 1983 (13.751 min): BF111742.D (-1980) (-) m/z 393.90 100.00%

324 3

5000

182 217 13.40 13.60 13.80 14.00

m/z 323.90 87.82%

43

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #208250: 1,1-Biphenyl, 2,2',3,4,5,6,6'-Heptachloro-

5000
13.40 13.60 13.80 14.00

m/z 395.90 87.20%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #208283: 1,1'-Biphenyl, 2,2',3,3',4,4',6-heptachloro-
396
324 13.40 13.60 13.80 14.00
5000 m/z 325.90 52_58%
359
254
o 44 73 108127 I 197217 u 2‘89
L A B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #208263: 1,1'-Biphenyl, 2,2',3,3',4,4',5-heptachloro-
394 13.40 13.60 13.80 14.00
m/z 321.90 48.01%
324
5000
359
162 254
s 73,98 0, | e | 29 |
I s T L B e BB i o e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00

8270-BF121918_.M Thu Dec 27 17:53:17 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9-Tricosene, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 32.89 ng 973675 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 66
2 2-Methvl-2-docosene 322 C23H46 1000131-16-9 25
3 Thiophene-2-acetic acid. pentafl... 322 C13H7F502S 1000330-96-6 12
4 Octacosanol 410 C28H580 000557-61-9 11
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 11
Abundance Scan 2008 (13.898 min): BF111742.D (-2004) (-) m/z 57.10 100.00%
a7
83
5000
111 304 394
150121 s 22 g | 13160 13580 1400 1420
0 m/z 43.10 99.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163018: 9-Tricosene, (2)-
55 97
5000 R BN U
125 13.60 13.80 14.00 14.20
0,
29 320 m/z 55.10 93.68%
o 7 L4 4153 182 210 238 266 294 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #163021: 2-Methyl-2-docosene
69
43 13.60 13.80 14.00 14.20
5000 . m/z 83.10 72 _.47%
322
o | 4 125 155 161 208 22 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #162371: Thiophene-2-acetic acid, pentafluorobenzyl ester R e e  EEmEmmmm
97 13.60 13.80 14.00 14.20
m/z 69.10 67 .99%
322
181
- %NJ\K_A’/L&J\
o 45 69 | 131 161 ‘
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 1,1°-Biphenyl, 2,27,3,3",4,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.32 8.59 ng 254301 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.3".4.4".6-_.. 392 C12H3CIl7 052663-71-5 99
2 1.1°-Biphenvl., 2.3.37.4.47.5.6-H. .. 392 C12H3CI17 041411-64-7 99
3 1.1°-Biphenvl., 2.3.3%7.4.47.5.5"-___. 392 C12H3CI17 039635-31-9 99
4 2.2".3.47.5.6.6"-Heptachloro-1. 1--- 392 C12H3CI7 074487-85-7 99
52,27,3,3",4,5",6-Heptachlorobiph... 392 C12H3CI7 040186-70-7 99
Abundance Scan 2080 (14.321 min): BF111742.D (-2076) (-) m/z 393.90 100.00%
324 334
5000
162

g 84 108133 14.00 14.20 14.40 14.60

m/z 395.90 95.72%

417439

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #208283: 1,1-Biphenyl, 2,2',3,3',4,4',6-heptachloro-

5000
14.00 14.20 14.40 14.60

m/z 323.90 81.09%

254

162

44 73 o8 127 197217

m/z--> 50 100 150 200 250 300 350 400

Abundance #208251: 1,1-Biphenyl, 2,3,3',4,4',5,6-Heptachloro-
394
14.00 14.20 14.40 14.60
5000 m/z 325.90 56.61%
324
ol 44 73 97 127 162 197217 Z?f 289 H 360 ||
L S T B L B B e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #208265: 1,1'-Biphenyl, 2,3,3',4,4',5,5"-heptachloro-
394 14.00 14.20 14.40 14.60
m/z 321.90 52.80%
5000 324

f
T T T

m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1,1"-Biphenyl, 2,27,3,3",5,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .36 8.55 ng 253102 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11.1"-Biphenvl., 2.27.3.3".5.5".6.... 426 C12H2CI8 002136-99-4 99
2 1.1°-Biphenvl., 2.27.3.3".4.5.5".... 426 C12H2CIS8 052663-75-9 99
3 1.1°-Biphenvl., 2.27.3.3%.4.47.5.... 426 C12H2CIS8 052663-78-2 99
4 1.1"-Biphenvl. 2.27.3.3".4.5.6.6... 426 C12H2CI8 052663-73-7 99
5 1,1"-Biphenyl, 2,2",3,3%,4,4",5,... 426 C12H2CIS8 042740-50-1 99

Abundance Scan 2087 (14.362 min): BF111742.D (-2082) (-) m/z 429.80 100.00%

358

5000

69 180

144

216 241
26

14.00 14.20 14.40 14.60
m/z 427.80 88.07%

38

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #220728: 1,1-Biphenyl, 2,2',3,3',5,5',6,6-octachloro-

5000
14.00 14.20 14.40 14.60

m/z 357.85 85.71%

288
0 44 73 108 144 179 216 251 323
m/z--> 50 100 150 200 250 300 350 400
Abundance #220734: 1,1'-Biphenyl, 2,2',3,3',4,5,5',6'-octachloro-
430
179
358 14.00 14.20 14.40 14.60
5000 144 m/z 359.85 78.61%
216 288 393
108
T EAEaNE
I A TV N N Y | BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #220721: 1,1-Biphenyl, 2,2',3,3',4,4',5,6-octachloro-
430 14.00 14.20 14.40 14.60
0
358 m/z 431.80 63.31%
5000

14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Docosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .53 42 .41 ng 1255390 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 89
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
3 Octacosane 394 C28H58 000630-02-4 70
4 Nonadecane 268 C19H40 000629-92-5 68
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2115 (14.527 min): BF111742.D (-2113) (-) m/z 57.10 100.00%
57
o e V_M_J\_J\\_A
R VN B B UGS
111 14.20 14.40 14.60 14.80
141
- l l |y 168 197 239 206288311332354 396 438 | sz 43.10  76.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153221: Docosane
57
5000 85 U UL UL UL SULR
1420 1440 14.60 14.80
29 113 310 m/z 71.10 56.69%
oL UL 100 10 225 252 o
mz-> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 R N B B UL
14.20 14.40 14.60 14.80
5000 o7 m/z 55.10 37.74%
o B hlfsw155 R \Aﬁjhﬂy&ﬂkquj\«_N\wa\wxjt
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #209566: Octacosane R AEmEEEE L
57 14.20 14.40 14.60 14.80
m/z 85.10 37.51%
- | \//\J\_LJ
29
o (113 141 169 197 205 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 200 250 300 350 400 ' 1420 14140 1460 14.80 |
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Quant Method

Quant Ti

TIC Libr

TIC Integration Parameters:

h
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Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\

BF111742.D

27 Dec 2018 4:18

JussJ

J6446-05

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 unknownl4.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.99 14.82 ng 320468 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 27
2 Cvclododecanol. l-aminomethvl- 213 C13H27NO 000832-29-1 12
3 Stiamasta-5.22-dien-3-ol. triflu... 508 C31H47F302 003870-50-6 12
4 Stigmasta-5.22-dien-3-o0l. acetat... 454 C31H5002 004651-48-3 12
5 1,22-Docosanediol 342 C22H4602 022513-81-1 10
Abundance Scan 2194 (14.992 min): BF111742.D (-2191) (-) m/z 57.10 100.00%
57
5000 /
LN UL AR I B
259 373 14.60 14.80 15.00 15.20 15.40
0 B B R e m/z 43.10 89.42%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215903: Octacosanol
57
97
5000 R UM SRR BRI B
14.60 14.80 15.00 15.20 15.40
- 125153 392 m/z 55.10 71.04%
. l [ 1281209237265 308335304 |
m/z-> 0 50 100 150 200 250 300 3éo 400 450 500
Abundance #71955: Cyclododecanol, 1-aminomethyl-
30
14.60 14.80 15.00 15.20 15.40
5000 m/z 82.10 70.70%
83 183
6
oL {M 19130 \ 213
m/z-> 0 5 100 150 260 250 300 350 400 450 500
Abundance #236108: Stigmasta-5,22-dien-3-ol, trifluoroacetate, (3.be... T
55 14.60 14.80 15.00 15.20 15.40
m/z 96.10 48.48%
5000
0 : R o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20 15.40

8270-BF121918_.M Thu Dec 27 17:53:22 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 18 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.19 42.08 ng 910140 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentacosane 352 C25H52 000629-99-2 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 60
5 2-methyloctacosane 408 C29H60 1000376-72-8 60
Abundance Scan 2228 (15.192 min): BF111742.D (-2224) (-) m/z 57.10 100.00%

%

5000 85
439 Trrryrrrr|yrrrr|yrrrr[rr
113 1541g1 219 362 l 14.80 15.00 15.20 15.40 15.60
257 317 516
ob e d LT ST 20 207285317 S92 305 | S8 o TA3.10  66.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424:; Heneicosane
5000 TT T T [T T T T[T T T T[T TT T 7T

14.80 15.00 15.20 15.40 15.60
m/z 71.10 59.66%

113141169197005055 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane
R R S R
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 46.67%

113
141169 211239267 295323 352

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane B o R
14.80 15.00 15.20 15.40 15.60
m/z 55.10 24 .58%

| 113141169197 225 253281309337 365 394
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40 15.60

ligs
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 19 17-Octadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.79 23.85 ng 515968 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 91
2 16-Octadecenal 266 C18H340 056554-87-1 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 14-Octadecenal 266 C18H340 056554-89-3 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
Abundance Scan 2330 (15.792 min): BF111742.D (-2325) (-) m/z 57.10 100.00%
57
82
5000
138 168 390 15.40 15.60 15.80 16.00 16.20
of it b 208 250 281 312334 366 428 n/z 43.10 83 790
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115860: 17-Octadecenal

57

%

15.40 15.60 15.80 16.00 16.20
m/z 82.10 68.29%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115861: 16-Octadecenal
57 8
B B o
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.10 62.83%
i L0 ’\/\»\N‘/\/\’\N\'ﬂ(/\VAJ\/\,\/\
o ll;’.l 137 165 196 224 222
il
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117604: Octadecanal A B R e
43 15.40 15.60 15.80 16.00 16.20
m/z 96.10 50.36%
82
5000
110
W8k 137 166 20 222 250
R T e T et M s e A B S
m/z--> 0 50 100 150 200 250 300 350 400 15. 40 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111742.D

Aca On - 27 Dec 2018 4:18

Operator : JU/SJ

ﬁ?ggle i J6446-05 P001-55026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 20 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.03 21.24 ng 459392 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptacosane 380 C27H56 000593-49-7 93
3 Nonacosane 408 C29H60 000630-03-5 93
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90

Abundance Scan 2370 (16.027 min): BF111742.D (-2367) (-) m/z 57.10 100.00%

g7

i

5000 85
113 141 183 011 318 15.80 16.00 16.20 16.40
ol LU 17 Y183 211233267 263 318 347 380406 440 | o 43 10 64.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494; Hexacosane
57
5000 85 TTTT LI L L L TTT

15.80 16.00 16.20 16.40
m/z 71.10 60.11%

113
2 | 17,141 169 197 225 253 295 366
o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202660: Heptacosane
57
AR REEEEERREREE
15.80 16.00 16.20 16.40
5000 o m/z 85.10 41.54%
2 113
i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane e RARREEE RS
57 15.80 16.00 16.20 16.40
m/z 55.10 22.77%
85
5000
113
oL DL LUt 00 197 225 253 281 309 337 365 408
R T T B RS ae SR EEEEEERREREE
m/z--> 50 100 150 200 250 300 350 400 15. 80 16 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122618\
Data File : BF111742.D
Acq On : 27 Dec 2018 4:18 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6446-05 P001-SS026-1218-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
Quant Title : 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... 5.13 7.0 ng 268085 1 6.90 763647 20.0
unknown6 .68 6.68 98.3 ng 3751330 1 6.90 763647 20.0
2,2",3,47 ,5-Penta... 12.56 6.7 ng 281344 4 11.43 8383859 20.0
1,1*-Biphenyl, 2,_... 12.73 6.5 ng 271146 4 11.43 8383859 20.0
2,3,3",5,5",6-Hex... 13.10 8.1 ng 238776 5 14.07 591999 20.0
2,3",4,47,57 ,6-He_... 13.20 23.4 ng 692408 5 14.07 591999 20.0
1-lodoundecane 13.24 6.7 ng 198401 5 14.07 591999 20.0
2,3,3",47,5,6-Hex... 13.39 23.4 ng 693855 5 14.07 591999 20.0
1,1*-Biphenyl, 2,_... 13.60 20.3 ng 601708 5 14.07 591999 20.0
2,3,3",4,4,57,6-_... 13.70 13.5 ng 398504 5 14.07 591999 20.0
1,1*-Biphenyl, 2,_... 13.75 5.9 ng 175815 5 14.07 591999 20.0
9-Tricosene, (2)- 13.90 32.9 ng 973675 5 14.07 591999 20.0
1,1*-Biphenyl, 2,_... 14.32 8.6 ng 254301 5 14.07 591999 20.0
1,1*-Biphenyl, 2,... 14.36 8.6 ng 253102 5 14.07 591999 20.0
Docosane 14.53 42 .4 ng 1255390 5 14.07 591999 20.0
unknownl14 .99 14.99 14.8 ng 320468 6 15.55 432599 20.0
Heneicosane 15.19 42.1 ng 910140 6 15.55 432599 20.0
17-Octadecenal 15.79 23.9 ng 515968 6 15.55 432599 20.0
Hexacosane 16.03 21.2 ng 459392 6 15.55 432599 20.0
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