LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\
Data File : BF108124.D

Acq On : 13 Aug 2018 18:53

Operator : JU/SJ

Sample - J4430-12

Misc :

ALS Vial : 17 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-BF080818_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 5.266 493 498 509 rVB 809826 1049870 19.74% 2.028%
2 5.654 558 564 567 rBV 4859334 4972940 93.49% 9.606%
3 6.643 727 732 735 rBV 5092992 5319181 100.00% 10.275%
4 6.666 735 736 742 rVB 109007 91172 1.71% 0.176%
5 6.795 753 758 761 rBV 5634313 5167785 97.15% 9.983%
6 7.025 793 797 800 rBV 1589378 1254035 23.58% 2.422%
7 7.184 819 824 827 rBV 4536260 3911353 73.53% 7 .556%
8 7.584 887 892 895 rBvV 3311510 3268185 61.44% 6.313%
9 8.307 1011 1015 1021 rBV 1850723 1554241 29.22% 3.002%
10 9.383 1193 1198 1201 rBV 5814614 4929624 92.68% 9.523%
11 9.772 1261 1264 1267 rVB 670740 490013 9.21% 0.947%
12 9.936 1285 1292 1296 rBV 66029 74402 1.40% 0.144%
13 10.072 1311 1315 1319 rBV 1723432 1570100 29.52% 3.033%
14 10.483 1378 1385 1389 rVB2 42744 56865 1.07% 0.110%
15 10.625 1406 1409 1413 rVB 64823 61968 1.16% 0.120%

16 10.872 1446 1451 1454 rBV 2952836 2898520 54.49% 5.599%
17 11.572 1566 1570 1572 rBV 1721232 1505648 28.31% 2.908%
18 11.595 1572 1574 1578 rVB 848705 686015 12.90% 1.325%
19 11.648 1580 1583 1586 rVvVv 185575 148850 2.80% 0.288%
20 11.801 1605 1609 1613 rBV 62632 62720 1.18% 0.121%

21 12.077 1653 1656 1658 rBV 185696 158630 2.98% 0.306%
22 12.101 1658 1660 1664 rVB 193715 180043 3.38% 0.348%
23 12.189 1671 1675 1677 rBV2 197912 228401 4._.29% 0.441%
24 12.213 1677 1679 1682 rVB 138301 107390 2.02% 0.207%
25 12.372 1703 1706 1708 rVvVv 103828 85478 1.61% 0.165%

26 12.401 1708 1711 1716 rVB2 104864 108584 2.04% 0.210%
27 12.630 1746 1750 1753 rBV2 134043 170820 3.21% 0.330%
28 12.719 1762 1765 1769 rBV3 81333 103042 1.94% 0.199%
29 12.795 1774 1778 1781 rVV 1062411 869939 16.35% 1.680%
30 13.030 1811 1818 1823 rBV 948684 1105325 20.78% 2.135%

31 13.166 1836 1841 1844 rBV 4332702 4172871 78.45% 8.061%
32 13.242 1850 1854 1858 rBV3 75840 125672 2.36% 0.243%
33 13.330 1866 1869 1870 rBV3 63228 61828 1.16% 0.119%
34 13.354 1870 1873 1875 rVV 101944 98706 1.86% 0.191%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\
Data File : BF108124.D

Acq On : 13 Aug 2018 18:53

Operator : JU/SJ

Sample - J4430-12

Misc :

ALS Vial : 17 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-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.424 1882 1885 1886 rBV 85175 92361 1.74% 0.178%
36 13.460 1889 1891 1893 rBV 79196 64644 1.22% 0.125%
37 13.554 1905 1907 1910 rBV 85796 70324 1.32% 0.136%
38 13.589 1910 1913 1917 rBV2 152457 202245 3.80% 0.391%
39 13.713 1932 1934 1936 rBV 67552 61214 1.15% 0.118%

40 14.060 1987 1993 2004 rBv4 270030 712228 13.39% 1.376%

41 14.230 2018 2022 2025 rBV2 1433472 1718867 32.31% 3.320%
42 14.260 2025 2027 2033 rVB 383644 319606 6.01% 0.617%
43 14.366 2042 2045 2048 rBV2 129704 120741 2.27% 0.233%
44 14.671 2095 2097 2100 rVB 135872 120560 2.27% 0.233%
45 15.007 2151 2154 2158 rVB 178276 189084 3.55% 0.365%

46 15.330 2206 2209 2213 rBVY 186215 294962 5.55% 0.570%
47 15.742 2276 2279 2283 rVB 152671 194550 3.66% 0.376%
48 15.812 2286 2291 2295 rVB 636855 956564 17.98% 1.848%

Sum of corrected areas: 51768166
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081318\

BF108124.D

13 Aug 2018 18:53

JussJ

J4430-12

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

G.L-WC-01

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF108124.D

6.64
5.65

5.27

80

7.18

7.02

7.58

0=
Time-->

T T
5.00 5.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF108124.D

10.87

10.07

10.48.62

13.17

o

0 T
Time-->

1 I
10.00 10.50 11.00

11.50 12.00

12.50

I
13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF108124.D

14.23

15.81
15.

15.01 15.33

140618037 1467

04—
Time--> 13.50

I
17.50

16.50

T
17.00

16.00

L T
14.50 15.00

T
15.50

-
18.00

L
18.50

8270-BF080818.

M Tue Aug 21 07:14:07 2018

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 3

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

5.27 16.74 ng 1049870 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 499 (5.272 min): BF108124.D (-493) (-) m/z 43.05 100.00%
a3
59
5000
o | o7 s 1‘|’1 500 520 540 560
0'”I””P'“P'Jﬁ“'PJW'”W”'W””I””P'”P”'P”W'”W”'W m/z 59.10 52.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 500 520 540 560
m/z 101.10 16.44%
15 31 101
bl 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59
500 520 540 560
5000 41 m/z 58.10 15.51%
31
‘ ‘ 9 g
'"P%?W"jh"”hH'”?*Mki“'ﬁh"'P"W"%ﬁ"”l'”'I”"P"W"'W
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 R REEEE R
59 5.00 520 5.40 5.60
m/z 41.10 8.29%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I IR NARRERAREE LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 unknown6.80 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.80 82.42 ng 5167790 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 759 (6.801 min): BF108124.D (-753) (-) m/z 132.00 100.00%
32
5000 68
96 IIIIIIIIIIIIIIIIIII
40 ,_ 54 75 103 ‘ 6.40 6.60 6.80 7.00 7.20
A ??.l.' e 8T L 15l Tm/z 68.10  36.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 B L UL UL I
6.40 6.60 6.80 7.00 7.20
0
314 5 78 m/z 134.00 34.75%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
6.40 6.60 680 7.00 7.20
5000 m/z 66.10 23.69%

63
15 28 39 %2 4 7 90 1M g6 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine e ,/.\. e R
132 6.40 6.60 6.80 7.00 7.20
m/z 69.05 14.37%
5000
33 44 o g7 105
78
RAEa B R ARASRa s B E e o e AdmmammEatE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 700 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.08 2.11 ng 158630 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 91
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1656 (12.077 min): BF108124.D (-1653) (-) m/z 192.10 100.00%

192
5000

11.80 12.00 12.20 12.40
m/z 191.10 59.61%

4
109 126 150

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54750: Phenanthrene, 2-methyl-

5000
11.80 12.00 12.20 12.40

m/z 189.05 31.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54735: Anthracene, 2-methyl-
192
e AREERL o
11.80 12.00 12.20 12.40
5000 m/z 190.10 17.64%
83 165
15 39 63 g 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 11.80 12.00 12.20 12.40
m/z 165.05 14_.10%
5000
165

39 63 g1 96 115 139
ki
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 unknownl2.19 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.19 3.03 ng 228401 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 46
3 3-Bromo-2-hydroxy-2-cyclohexen-1._.. 190 C6H7Bro02 010324-65-9 43
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38

Abundance Scan 1675 (12.189 min): BF108124.D (-1671) (-) m/z 189.10 100.00%

9

5000

11.80 12.00 12.20 12.40 12.60
m/z 190.10 88.91%

203218 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
5000 11.80 12.00 12.20 12.40 12.60
94 m/z 192.10 87.10%
163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
11.80 12.00 12.20 12.40 12.60
5000 m/z 191.10 62.44%
95
27 43 63 g1 | 111 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #53300: 3-Bromo-2-hydroxy-2-cyclohexen-1-one
11 192 11.80 12.00 12.20 12.40 12.60
m/z 94.60 25.14%

5000 55 82
o J«\M‘\/\M’J
B 134ug | |

e R B RRARA REESE R ES B e L R e A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.27 ng 170820 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 97
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
3 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 91
4 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 90
5 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 87

Abundance Scan 1750 (12.630 min): BF108124.D (-1746) (-) m/z 206.10 100.00%

206

5000 191

12.40 12.60 12.80 13.00
m/z 191.10 50.11%

43 57 71 gg 101

126139152165178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66257: Phenanthrene, 2,5-dimethyl-

2

5000
12.40 12.60 12.80 13.00

m/z 205.10 23.81%

101

115 139152165178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66247: 9,10-Dimethylanthracene

12.40 12.60 12.80 13.00
m/z 189.10 23.74%

5000

89

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66256: Phenanthrene, 2,3-dimethyl-

206 12.40 12.60 12.80 13.00

m/z 207.10 16.54%

5000

89 103

63 76 126139152165178
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Pyrene, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.35 ng 202245 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 83
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 78
3 Allopregnane-3.alpha.,20.alpha.-... 320 C21H3602 000566-58-5 58
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 55
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 50
Abundance Scan 1913 (13.589 min): BF108124.D (-1910) (-) m/z 216.10 100.00%
216
5000 175
271
43 8 108 145 9 244 04 320 355 396 13.20 13.40 13.60 13.80 14.00
0 ey 824 32D 920 3% m/z 215.10  73.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74409: Pyrene, 4-methyl-
216
5000

13.20 13.40 13.60 13.80 14.00
m/z 175.10 39.39%

108 189
39 63 87, ) 134 163 |
it
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216
LA A e ma e e
13.20 13.40 13.60 13.80 14.00
5000 m/z 189.05 28.96%
95 189
14 39 63 | j122 163 |
T B e B L B LA o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #161558: Allopregnane-3.alpha.,20.alpha.-diol A ERE T
216 13.20 13.40 13.60 13.80 14.00
93 m/z 271.15  25.99%
5000
269 302
43
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80 14.00
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Data Path
Data File

Acq On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081318\

BF108124.D

13 Aug 2018 18:53
Ju/sJ

J4430-12

17 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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

R.T. EstConc Area Relative to ISTD R.T.
14.06 8.29ng 712228 Chrysene-di2 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cyclotetracosane 336 C24H48 000297-03-0 91

2 1-Heneicosanol

3 Heptafluorobutyric acid,
4 Bromoacetic acid,
5 Heptadecyl heptafluorobutyrate

9 Cyclotetracosane

octadecyl ester

312 C21H440
n-octad. .. 466 C22H37F702
390 C20H39Bro02
452 C21H35F702

Concentration Rank 4

015594-90-8 87
000400-57-7 87
018992-03-5 87
959085-66-6 87

m/z 55.10 100.00%

13.80 14.00 14.20 14.40

m/z 57.10 96 .50%

13 80 14. OO 14. 20 14. 40

m/z 43.10 94 .51%

13.80 14.00 14.20 14.40

m/z 83.10 71.34%

-

13 80 14. OO 14. 20 14. 40

m/z 97.10 70.97%

L

Abundance Scan 1993 (14.060 min): BF108124.D (-1987) (-)
5b
83
5000
111 234
1] ‘ 1 J 1139 167189 d 273296 326 367 415
— ....,.. L B e IR A EEL S o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174179: Cyclotetracosane
43 83
5000
111
J . | l |139 167 196 224 250 279 308 336
—r ,....,....,.... — T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111
29
Il ‘ | | 139167 106 238 266 204
— e et
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97
5000
125
29 169
LLA L l | | 196224 252 297 448
— el
m/z--> 50 100 150 200 250 300 350 400 450

13 80 14. OO 14. 20 14. 40
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Data Pat
Data Fil
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

h : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081318\
e : BF108124.D

: 13 Aug 2018 18:53

: Ju/sd

: J4430-12

- 17 Sample Multiplier: 1

Quant Title

TIC Libr

ary

Library Search Compound Report

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 10 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.20 ng 189084 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 80
4 Octacosane 394 C28H58 000630-02-4 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 2155 (15.013 min): BF108124.D (-2151) (-) m/z 57.10 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20 15.40
144169 312 356
I IJ, Lilii 5198222 250276 512 990 3BME 45 1 "m/z 71.10  68.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000 LN UL DAL S B
14.60 14.80 15.00 15.20 15.40
m/z 43.10 66 .47%
29 113
] ] ] | 141169107 225 253 296
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
14.60 14.80 15.00 15.20 15.40
5000 m/z 85.10 47 .36%
85
29 J (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217413: Heptacosane, 1-chloro- T
57 14.60 14.80 15.00 15.20 15.40
m/z 69.10 19.41%
5000 85
29
TL ) MR 141 183211 930 273301 343371 A4l4
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF081318\

Data File : BF108124.D

Acq On - 13 Aug 2018 18:53

Operator : JU/SJ

a?ggle ; J4430-12 e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.27 16.7 ng 1049870 1 7.02 1254040 20.0
unknown6 .80 6.80 82.4 ng 5167790 1 7.02 1254040 20.0
Phenanthrene, 2-m... 12.08 2.1 ng 158630 4 11.57 1505650 20.0
unknownl12.19 12.19 3.0 ng 228401 4 11.57 1505650 20.0
Phenanthrene, 2,5... 12.63 2.3 ng 170820 4 11.57 1505650 20.0
Pyrene, 4-methyl- 13.59 2.4 ng 202245 5 14.24 1718870 20.0
Cyclotetracosane 14.06 8.3 ng 712228 5 14.24 1718870 20.0
Heneicosane 15.01 2.2 ng 189084 5 14.24 1718870 20.0
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