LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 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-BF102318.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 2.298 31 36 46 rVB 349108 492557 19.12% 2.154%
2 5.216 528 532 543 rVB 72768 103277 4_.01% 0.452%
3 5.604 593 598 601 rBY 2433896 2282482 88.58% 9.980%
4 6.604 763 768 782 rBY 2308174 2576733 100.00% 11.267%
5 6.745 788 792 795 rBVY 2611891 2445058 94.89% 10.691%
6 6.975 827 831 834 rBV 607222 475523 18.45% 2.079%
7 7.133 853 858 861 rBY 1928986 1786632 69.34% 7.812%
8 7.539 922 927 930 rBVY 1563448 1415664 54.94% 6.190%
9 8.257 1045 1049 1065 rVB 650485 656800 25.49% 2.872%
10 8.974 1167 1171 1179 rBV 26052 27974 1.09% 0.122%
11 9.069 1184 1187 1194 rVB 42347 41969 1.63% 0.184%
12 9.333 1227 1232 1235 rBvV 2833543 2492307 96.72% 10.898%
13 9.604 1274 1278 1282 rBV 23169 29957 1.16% 0.131%
14 9.674 1286 1290 1292 rBV 43197 43341 1.68% 0.190%
15 9.722 1295 1298 1307 rVB 323103 289501 11.24% 1.266%
16 9.880 1322 1325 1329 rBvV2 33589 31310 1.22% 0.137%
17 10.021 1345 1349 1353 rBvV 631992 619656 24.05% 2.709%
18 10.569 1439 1442 1449 rVB2 45452 48180 1.87% 0.211%
19 10.816 1479 1484 1496 rBV 1447987 1437328 55.78% 6.285%
20 11.116 1529 1535 1538 rBV3 24062 34554 1.34% 0.151%

21 11.515 1599 1603 1605 rBV 675449 590115 22.90% 2.580%
22 11.539 1605 1607 1611 rVB 247606 204676 7.94% 0.895%

23 12.015 1684 1688 1691 rBV 96850 90236 3.50% 0.395%
24 12.045 1691 1693 1698 rVB 106984 86697 3.36% 0.379%
25 12.127 1704 1707 1709 rBV2 76220 81526 3.16% 0.356%
26 12.151 1709 1711 1715 rVB 66877 55651 2.16% 0.243%
27 12.310 1734 1738 1741 rBV 29947 28410 1.10% 0.124%
28 12.568 1779 1782 1785 rBV 58515 60284 2.34% 0.264%
29 12.604 1785 1788 1790 rVVv2 27610 34052 1.32% 0.149%
30 12.651 1794 1796 1805 rVB4 18701 37985 1.47% 0.166%

31 12.733 1806 1810 1813 rBV 123299 103619 4.02% 0.453%
32 12.962 1844 1849 1854 rBV 172490 202573 7.86% 0.886%
33 13.098 1868 1872 1876 rBV 2088896 1921814 74.58% 8.403%
34 13.186 1882 1887 1892 rVB4 24027 40140 1.56% 0.176%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.292 1902 1905 1910 rVB2 43216 60482 2.35% 0.264%
36 13.398 1919 1923 1928 rBV 42468 41345 1.60% 0.181%
37 13.492 1936 1939 1942 rBV 34863 32873 1.28% 0.144%
38 13.645 1962 1965 1968 rBV2 25309 26952 1.05% 0.118%

39 13.974 2018 2021 2031 rBV3 116232 156668 6.08% 0.685%
40 14.168 2048 2054 2057 rBV 532051 587099 22.78% 2.567%

41 14.192 2057 2058 2065 rVB 70543 60116 2.33% 0.263%
42 14.292 2073 2075 2085 rVB4 33758 47683 1.85% 0.208%
43 14.598 2124 2127 2130 rBV2 42647 44905 1.74% 0.196%
44 14.921 2179 2182 2186 rVB 65720 69362 2.69% 0.303%
45 15.004 2192 2196 2199 rVB 144790 149053 5.78% 0.652%
46 15.280 2240 2243 2246 rVB 62280 64897 2.52% 0.284%
47 15.645 2301 2305 2307 rBV 27649 39040 1.52% 0.171%

48 15.709 2308 2316 2322 rVB2 256161 429917 16.68% 1.880%
49 16.145 2386 2390 2396 rBV 64494 105683 4._.10% 0.462%
50 16.692 2479 2483 2488 rVB2 50614 85755 3.33% 0.375%

Sum of corrected areas: 22870411
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110338.D
6.75

2500000 5.60
6.60

2000000 7.13

7.54
1500000

1000000

500000{ 230 “

k\~ﬂ 5.22
. N

ot e e s

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: BF110338.D

2500000

13.10
2000000

1500000 10.82

1000000

8.26 10.02 11.52

500000 972

1154
12.96
807 || g,@ég 9.88 1057 \\11.12 TR, 31 1205065 ) 13182

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: BF110338.D

2500000
2000000
1500000

1000000

14.17
500000 15.71

0
13.97 144850 1508 ,
045, 64 hapoe 14.60 { 15&6 16.14 16.69

O 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\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.30 20.72 ng 492557 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 36 (2.298 min): BF110338.D (-31) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.1
| 220 240  2.60
Olrrrprrrrprrrr bt el b ek e e || M7z 43.00  42.85%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA IS N R
43.0 220 240 260
~ 550 87.0 m/z 55.00 29.80%
29.0
0 L A,
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0 L
87.0 S
220 240 260
5000 410 550 m/z 87.10 26.90%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- —
73.0 220 240 260
m/z 41.05 13.59%
5000 \w\mvﬂ~/\\nkﬁw~
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 7

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

5.22 4.34 ng 103277 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF110338.D (-528) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.0 | 480 5.00 5.20 5.40 5.60
S X 1 OV | O SN RN m/z 59.10 57.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LS UL AR
59.0 480 500 520 540 5.60
m/z 101.00 18.45%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.10 15.02%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T BRaa e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.01%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.75 Concentration Rank 1

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

6.75 102.84 ng 2445060 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 793 (6.751 min): BF110338.D (-788) (-) m/z 131.95 100.00%
131.9
5000
68.0
20 540 ®0 o0 50 6ho 780
0 : B E e m/z 68.05 35.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BRI SR

6.40 6.60 6.80 7.00
m/z 134.00 32.92%

31.0 510
o’ L B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
s B R
74.0 6.40 6.60 6.80 7.00
5000 9go 1160 m/z 66.00 23.13%
\ ‘M Ll ‘\ \ 158.0 189.0
o e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon R e ABARRER S
182.0 6.40 6.60 6.80 7.00
m/z 96.00 13.56%
5000
66.0
-1~ B B E Bama 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\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.06 ng 90236 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
Abundance Scan 1689 (12.021 min): BF110338.D (-1684) (-) m/z 192.10 100.00%
199.1
5000
045 165.1 50 1200 1220 1240
. 72.9 . . . . )
ol 130 mis 00 m/z 191.10  57.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000
11.80 12.00 12.20 12.40
940 165.0 m/z 189.00 32.03%
0 390 63078¢ |, 1150 1390 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
" 11:80 12,00 12.20 12.40
5000 m/z 190.10 15.55%
165.0
0 39.0 630 810 960 1150 1390 | M‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 193.10 15.53%
5000
165.0
0L15.0 39.0 630 8?'0 99.0 115.0 139.0 1
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Phenanthrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.94 ng 86697 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 1692 (12.039 min): BF110338.D (-1691) (-) m/z 192.10 100.00%

5000

11.80 12.00 12.20 12.40

01 m/z 191.10 57.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000

11.80 12.00 12.20 12.40
m/z 189.05  27.74%

94.0 165.0
0 390 630779 |, 1150 1390 |
A e e B L B e o I A o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54746: Phenanthrene, 1-methyl-
192.0
11.80 12.00 12.20 12.40
5000 m/z 193.05 20.98%
165.0
0 39.0 630 820 9.0 1150 139.0 1o
L e e L B e e e o e R e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54734: Anthracene, 2-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 94.50 15.39%
5000
96.0 165.0
L o e e L LB o o e e e e B o e
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Anthracene, 1l-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.13 2.76 ng 81526 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 60
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 60
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 60
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 55
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 55

Abundance Scan 1707 (12.127 min): BF110338.D (-1704) (-) m/z 192.10 100.00%

1

5000
94.5 165.0 R e R e o
1110 1390 11.80 12.00 12.20 12.40
! m/z 189.05 71.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54740: Anthracene, 1-methyl- M
192.0

5000

11,80 12.00 12.20 12.40
m/z 191.05  68.44%

165.0

.0115.0 139.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192.0
11.80 12.00 12.20 12.40
5000 m/z 190.10 66.81%
94.0 165.0
0 39.0 63.0 | ‘\ 115.0 139'0 . m‘ I HH
L A o e o B S IR A oo e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0 11.80 12.00 12.20 12.40
m/z 94_.50 21.23%
5000
165.0
oL 280 450 630 %0 1150 1300 | |
L B o o L A o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF102318.M Thu Nov 01 12:39:35 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Phenanthrene, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.04 ng 60284 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 93
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
4 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 87
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86

Abundance Scan 1782 (12.568 min): BF110338.D (-1779) (-) m/z 206.10 100.00%

5000

165.1

12.20 12.40 12.60 12.80
m/z 191.05  53.40%

o 09.0 127.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
5000
12.20 12.40 12.60 12.80
89.0 189.0 m/z 189.05 29.17%
0 39.0 630 , |, 1150 150.0165.0
R o B TR A A e e e B i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66248: 9,10-Dimethylanthracene
206.0
12.20 12.40 12.60 12.80
5000 m/z 205.05 21.78%

89.0 189.0
39.0 63.0 I L ‘\\\111'012\7'0 150'016\5'0 | % HH‘“
|

O e T LI A B e e o B I LA BRI o B o i e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0 12.20 12.40 12.60 12.80
m/z 190.10 16.05%
5000
189.0
101.0 65.0
oL270 510 780 |, 1970 1500'%0 || A
T T T R T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.06 ng 60482 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 72
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 72
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 59
Abundance Scan 1905 (13.292 min): BF110338.D (-1902) (-) m/z 216.10 100.00%
216.1
5000
94.5
410 270 730 123.0 147.0 165.2 188.0 13.00 13.20 13.40 13.60
0 m/z 215.10 92 .45%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000

13.00 13.20 13.40 13.60
m/z 217.10 21.01%

107.0
39.0 630 8.0 1390 1630 189.0 LJ
S

it
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216.0
13.00 13.20 13.40 13.60
5000 m/z 94.50 20.86%
108.0
| aoes0 80 | || 1z 630 12890 ||
A A T s B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74412: Pyrene, 1-methyl- L B e
216.0 13.00 13.20 13.40 13.60
m/z 213.10 20.19%
5000
94.0 189.0
oL 390 630 | 110 1370 1630 | |l
e s e T B e e BB B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.34 ng 156668 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 87
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 87
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 87
Abundance Scan 2020 (13.968 min): BF110338.D (-2018) (-) m/z 57.10 100.00%
57.1
226.1
5000 97.1
to 15160 1530 1000 1420
0 L o o SRy m/z 43.00 82.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
58.0
7.0
5000 AR A SN UL B
13.60 13.80 14.00 14.20
m/z 55.00 74 .35%
LU 0 g
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 226.05 74 .15%
o1 J l 3?? 182. 02220 294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #223732: Tricosyl trifluoroacetate
57.0 13.60 13.80 14.00 14.20
m/z 71.10 54_.13%
97.0
5000
ol 1 ‘ J?[3?0;81022202640 322.0 367.0 418.0
m/z--> 50 100 150 200 250 300 3%0 400 450 ' 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14 .92 2.36 ng 69362 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 83
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 72
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 2182 (14.921 min): BF110338.D (-2179) (-) m/z 57.10 100.00%

57.1

5000
12711521 1780 2161 2441 2741 14.60 14.80 15.00 15.20
0! m/z 43.05 67 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57.0

14,60 14.80 15.00 15.20
m/z 71.10 64.26%

5000

1130 141.0 169.0 197.0 2050 254.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R B B e R
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.05 49.34%
29.0 113.0
o ||| M0 1420 1690 1970 2250 2530 2960
R AR B L L B3 ARRANERALaTanss EaSa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #202264: Octadecane, 1-iodo- e A RERREEESE L
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.07%
5000 85.0
29.0
1130
0 L‘ A o 1830 2110 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.00 6.93 ng 149053 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 74
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59
Abundance Scan 2195 (14.998 min): BF110338.D (-2192) (-) m/z 69.10 100.00%
69.1
5000
1211 14.60 14.80 15.00 15.20 15.40
: 256.1 : : : : :
oL 30w bl u oy 3761 2220201 2092 | “hs7 81.00  52.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR SR BRI IR B
14.60 14.80 15.00 15.20 15.40
m/z 41.05 28.41%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 95.10 13.96%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0 vuAVMNAAﬂﬂA-¢wAm«wvﬂﬁmwwwAﬂvw
m/z--> §o 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B o
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.10 10.94%
137.0
02|7:0|||JIJAOISIOIIIIIII:II'Q?OIIII ——r— T s e
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.28 3.02 ng 64897 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 81
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80
Abundance Scan 2243 (15.280 min): BF110338.D (-2240) (-) m/z 57.00 100.00%
57.0
5000
9.0 715100 1520 1540 1560
1541  207.1 247.1 289.1 : : : :
04 --|'|I-J- l‘lu&wwwﬁﬂ—y—vﬁ—v—v—y—v—vﬁﬂ—r m/Z 71.10 61.05%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 L LI B IS UL
mmmmmmmm
m/z 43.10 50.89%
ﬁm|||JJ“m1%02mzmom%3mo
m/z--> 55 100 150 200 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl-
57.0
15,00 15,20 1540 15.60
5000 m/z 85.05 49 .38%
99.0
ol l | .J | 4 1410 1830 2?0680 3080 3520
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #209566: Octacosane A B
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.46%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.14 4.92 ng 105683 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2389 (16.139 min): BF110338.D (-2386) (-) m/z 57.10 100.00%
57.1
5000 85.0
| I I l l 127'1154.1180.2 231.1 267.2 :|.I58I0I I].250'0I Ilézlol 5.234:0' -
oL— I|I i ".'Iu'll I||| Ill||||l||||||l||l!l i} I..Iu '."'ul Iy — ||I NS s a m/z 43_10 67_67%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AUV SRR R
85.0 15.80 16.00 16.20 16.40
29.0 m/z 71.10 59.41%
o | ‘ | | | [130141.0160.0197.0225.0 2530 282.0
m/z--> §o 160 150 260 250 360 350
Abundance #185533: Pentacosane
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.05 50.63%
113.0
Jd2o b o 141:0169.0  211.0239.0 267.0295.0 323.0 352.0
m/z--> §0 160 1éo 260 2éo 300 350
Abundance #129498: Nonadecane, 2-methyl- R e EEAER R
57.0 15.80 16.00 16.20 16.40
m/z 55.05 19.19%
5000
85.0
29.0 113.0
oLyl ‘\ ‘J\ A \J | . \14:‘['0‘169'0197'0 23\9'0 267.0
m/z--> §0 160 150 260 250 300 350 15%0 1&50 1dzo 1&20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110338.D

Aca On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample : J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 trans-2,3-Epoxydecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.69 3.99 ng 85755 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Epoxvdecane 156 C10H200 054125-39-2 53
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 50
3 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 50
4 Dodecane 170 C12H26 000112-40-3 50
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 47
Abundance Scan 2483 (16.692 min): BF110338.D (-2479) (-) m/z 57.00 100.00%
57.0
5000 85.1
LLL ) 225t asen 1832 2250 211 g 16,40 16.60 16.80 17.00 _
0 ,....',!..!,..:.',".'..'I',.'.I.'. l'..'!‘,'.'.“.".',.'.'.."..'.!',.'..'.,'.I'..'.,'..'..','..'..,...'.,. m/z 43.10 58.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28264: trans-2,3-Epoxydecane
43,0 | 69.0
5000 R R SN U R
110.0 16.40 16.60 16.80 17.00
m/z 71.10 57.54%
141.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0
16,40 16.60 16.80 17.00 _
5000 m/z 85.10 45_10%
85.0
29.0
3 O <. B SR H—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester I AEEREE TS
43.0 16.40 16.60 16.80 17.00
m/z 55.05 21.44%
5000 71.0
97.0
ol Ll AU 2200 1690 2030 2330 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103118\
Data File : BF110338.D

Acq On : 31 Oct 2018 17:41

Operator : JU/SJ

Sample - J5728-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.30 20.7 ng 492557 1 6.97 475523 20.0
2-Pentanone, 4-hy... 5.22 4.3 ng 103277 1 6.97 475523 20.0
unknown6.75 6.75 102.8 ng 2445060 1 6.97 475523 20.0
Phenanthrene, 2-m... 12.02 3.1 ng 90236 4 11.52 590115 20.0
Phenanthrene, 1-m... 12.04 2.9 ng 86697 4 11.52 590115 20.0
Anthracene, 1-met... 12.13 2.8 ng 81526 4 11.52 590115 20.0
Phenanthrene, 2,3... 12.57 2.0 ng 60284 4 11.52 590115 20.0
11H-Benzo[b]fluorene 13.29 2.1 ng 60482 5 14.17 587099 20.0
Cyclohexadecane 13.97 5.3 ng 156668 5 14.17 587099 20.0
Octadecane 14.92 2.4 ng 69362 5 14.17 587099 20.0
Squalene 15.00 6.9 ng 149053 6 15.71 429917 20.0
Pentacosane 15.28 3.0 ng 64897 6 15.71 429917 20.0
Eicosane 16.14 4.9 ng 105683 6 15.71 429917 20.0
trans-2,3-Epoxyde... 16.69 4.0 ng 85755 6 15.71 429917 20.0
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