LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample : K5904-13

Misc :

ALS Vial : 21 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-BF111319.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 2.216 15 22 29 rvB 825639 1089291 16.36% 1.810%
2 5.134 509 518 529 rVB 712875 1015971 15.26% 1.688%
3 5.534 580 586 589 rBVY 4975163 4998950 75.07% 8.306%
4 6.539 751 757 774 rBVY 4982606 6043102 90.75% 10.041%
5 6.687 777 782 785 rBVY 5909368 5951835 89.38% 9.890%
6 6.916 817 821 824 rBVY 1514602 1213311 18.22% 2.016%
7 7.075 843 848 851 rBVY 5283493 4589390 68.92% 7.626%
8 7.481 911 917 920 rBVY 3698800 3750464 56.32% 6.232%
9 8.204 1036 1040 1043 rBvV 1733941 1590527 23.89% 2.643%
10 9.280 1218 1223 1227 rBvY 6851157 6658939 100.00% 11.064%

11 9.675 1286 1290 1294 rVB 528471 465701 6.99% 0.774%
12 9.963 1335 1339 1343 rBV 2080782 1860914 27.95% 3.092%
13 10.757 1469 1474 1477 rBV 4541202 4047834 60.79% 6.726%
14 10.880 1490 1495 1501 rVB3 42923 72580 1.09% 0.121%
15 11.316 1563 1569 1573 rBv4 56640 69742 1.05% 0.116%

16 11.457 1589 1593 1595 rBV 2338305 1850757 27.79% 3.075%
17 11.480 1595 1597 1600 rVvVv 551526 426330 6.40% 0.708%
18 11.527 1600 1605 1609 rVB3 82172 110215 1.66% 0.183%
19 11.957 1673 1678 1680 rBV 198438 204188 3.07% 0.339%
20 11.986 1680 1683 1686 rVB2 267774 310347 4.66% 0.516%

21 12.069 1694 1697 1700 rBV2 205825 235605 3.54% 0.391%
22 12.092 1700 1701 1706 rVB 157672 111535 1.67% 0.185%

23 12.157 1706 1712 1716 rBV3 61713 77964 1.17% 0.130%
24 12.274 1730 1732 1739 rVB3 81191 85714 1.29% 0.142%
25 12.404 1748 1754 1757 rBV2 73486 80520 1.21% 0.134%
26 12.510 1769 1772 1775 rBV 125774 125685 1.89% 0.209%
27 12.545 1775 1778 1780 rVVv2 88067 98092 1.47% 0.163%
28 12.592 1784 1786 1791 rVB3 86996 95322 1.43% 0.158%

29 12.674 1797 1800 1803 rVB 489381 430933 6.47% 0.716%
30 12.904 1834 1839 1845 rBV 620923 647307 9.72% 1.076%

31 13.051 1859 1864 1867 rBV 6183482 5789961 86.95% 9.621%
32 13.121 1872 1876 1883 rVB3 77065 121983 1.83% 0.203%
33 13.210 1887 1891 1893 rBV3 67348 96431 1.45% 0.160%
34 13.333 1908 1912 1915 rBV2 120138 109676 1.65% 0.182%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample : K5904-13

Misc :

ALS Vial : 21 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-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.427 1925 1928 1931 rBV 94654 78943 1.19% 0.131%
36 13.457 1931 1933 1937 rVB 78470 69113 1.04% 0.115%

37 13.739 1975 1981 1986 rVB 87440 110762 1.66% 0.184%
38 13.851 1995 2000 2003 rBV2 64662 109820 1.65% 0.182%
39 13.951 2013 2017 2027 rBV6 111230 310869 4.67% 0.517%
40 14.104 2036 2043 2046 rBV2 1603856 1696421 25.48% 2.819%

41 14.127 2046 2047 2054 rVB 311476 217165 3.26% 0.361%

42 14.262 2067 2070 2077 rVB3 72312 98985 1.49% 0.164%
43 14.486 2104 2108 2112 rVB 88244 100806 1.51% 0.167%
44 14.521 2112 2114 2118 rVB2 75641 68713 1.03% 0.114%

45 14.568 2118 2122 2127 rBV4 129971 180564 2.71% 0.300%

46 14.892 2173 2177 2180 rVB 124826 130578 1.96% 0.217%
47 14.968 2187 2190 2196 rVB2 98200 108047 1.62% 0.180%
48 15.162 2218 2223 2226 rBV2 167783 268126 4._.03% 0.446%
49 15.239 2232 2236 2240 rBVY 126025 148382 2.23% 0.247%
50 15.474 2273 2276 2283 rVB 130740 167335 2.51% 0.278%

51 15.539 2283 2287 2292 rVB 128171 162890 2.45% 0.271%
52 15.609 2294 2299 2303 rBV 1065596 1358037 20.39% 2.257%
53 15.645 2303 2305 2312 rVB2 129753 152004 2.28% 0.253%
54 16.104 2378 2383 2389 rVB 83575 128114 1.92% 0.213%
55 17.127 2552 2557 2566 rVB3 39227 90342 1.36% 0.150%

Sum of corrected areas: 60183132
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117871.D

6000000 6.69

7.07

5000000 5.53 6.54

4000000 7.48
3000000
2000000
6.92

1000000 2.22 513

1 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: BF117871.D

6000000

5000000
10.76

4000000

3000000

11.46
9.96

2000000 8.20

1000000

9.67 :
088 113253 TUER8Y ap igesap J\J@rl_@g

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: BF117871.D

6000000
5000000
4000000
3000000

2000000 14.10

15.61
1000000

13
1418075564 1 3&54
C@m&nm ﬁlummm7tmw&m4% 16.10 17.13

T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.22 17.96 ng 1089290 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 23 (2.222 min): BF117871.D (-15) (-) m/z 72.95 100.00%
7B ?
5000 43
55 87
37, 63 2.20 2.30 2.40 2.50 2.60
Obrprrer ot 83 e M/Z 43.00  36.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.57%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 54.95 25.76%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.64%
5000
45
29
o 89 %S e 101 \ 4 S
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

5.13 16.75 ng 1015970 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 517 (5.128 min): BF117871.D (-509) (-) m/z 43.00 100.00%
a3
59
5000
10 480 500 520 540
o...,....,....,....','::..‘??.'r!,...‘??....,E.‘~.3..,...=,|....,....,....,....,...., m/z 59.00 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RIS UL UL AL
59 480 500 520 540
m/z 101.00 19.60%
31 83 g3 101
A AR A A A A s RS A SRS LRRAS AR LARA BARES
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
59
480 500 520 540
5000 M m/z 58.00 14 _.43%
68
0 I, 50| 126 14
LN N IR N LA SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime O BAma e e
43 480 5.00 5.20 5.40
m/z 41.00 8.72%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 98.11 ng 5951840 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 783 (6.692 min): BF117871.D (-777) (-) m/z 131.95 100.00%
5000
68
96 PASERERSRNE SRS AL
40 54 “J 6.40 6.60 6.80 7.00
ol g8 | Aeus L m/z 134.00 34.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R U
6.40 6.60 6.80 7.00
2 51 78 m/z 68.00 30.80%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 660 6.80 7.00
5000 67 m/z 66.00 20.44%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I EEERE e
57 132 6.40 6.60 6.80 7.00
24 m/z 131.00 13.52%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, e
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\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.21 ng 204188 Phenanthrene-d10 11.46
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 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 95
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 94

Abundance Scan 1679 (11.963 min): BF117871.D (-1673) (-) m/z 192.00 100.00%

2
5000

11. 60 11. 80 12. OO 12 20
51 63 115 139 152
0 39 127 m/z 191.00 61.15%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
1

165

11:60 11.80 12.00 12.20
m/z 189.00 34.16%

o 27 39 51 63 115126 139 152
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192

11.60 11.80 12.00 12.20
5000 m/z 190.00 16.60%

5000

165
27 39 50 63 74 85 96 115126 139 152 | 176 ‘\

(0 B o B B e o R L B o e B o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 193.00 15.24%
5000
165
ol 15 27 39 51 63 83 96 15196139 152 | 178
B B T L B o o e e R TRELERAAN B AL e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.35 ng 310347 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. 1-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 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 94

Abundance Scan 1684 (11.992 min): BF117871.D (-1680) (-) m/z 192.00 100.00%

192

5000

11.60 11.80 12.00 12.20 12.40
m/z 191.00 61.31%

82 94 165

ol 50 63 115126 139150 207 221

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

5000
11.60 11.80 12.00 12.20 12.40

m/z 189.00 27 .18%

115126 139 152

27 39 51 63

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 190.00 17.27%

27 39 50 63 74 85 96 115126 139 152 \ 176 A

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 193.00 15.79%
5000
83 96
oL 1527 39 51 63 " ° 115126 139 152 \ 176 \

L O B e e e o o B LA B e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 8
R.T. EstConc Area Relative to ISTD R.T.

12.07 2.55 ng 235605 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 87
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 87
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 60

Abundance Scan 1697 (12.069 min): BF117871.D (-1694) (-) m/z 192.00 100.00%

192

5000

11.80 12.00 12.20 12.40
m/z 191.00 61.94%

94
82

ol 39 51 63 110 126 139 152

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-

5000
11.80 12.00 12.20 12.40

m/z 189.00 54 .19%

63 74 86 96 115126 139 152

0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
11.80 12.00 12.20 12.40
5000 m/z 190.00 42.20%

165
27 39 50 63 74 86 96 115126 139 152 | 176 ||

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

Abundance #54745: Phenanthrene, 4-methyl-

192 11.80 12.00 12.20 12.40

m/z 165.00 19.45%
5000
165
oL 27 39 51 63 83 % 105115125 130 152 | 178 J

T e R e e e e e e R o EEEES R

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\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknownl3.95 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.67 ng 310869 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 46
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 45
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 43
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 43
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 43
Abundance Scan 2017 (13.951 min): BF117871.D (-2013) (-) m/z 230.05 100.00%
30
57
5000
4
11 200
127 150 174 13.60 13.80 14.00 14.20
o (8 281308 S0 w/z 57.10  74.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LA L L L L L L B
13.60 13.80 14.00 14.20
101 200 m/z 43.05 60.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
B B .
13.60 13.80 14.00 14.20
5000 a1 m/z 71.10 48 .17%
83
0 J |l J‘ 17 148 196 224 269
,””p”,””P”.””P”.u”.”.””.”.””.u.””.uquupuq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester SRR BEEEE TS
57 13.60 13.80 14.00 14.20
m/z 55.00 44 .01%
5000
4
283
ol ‘ M ‘U 127 148 160 210 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.13 ng 180564 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tricosane 324 C23H48 000638-67-5 83
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 70
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 2122 (14.568 min): BF117871.D (-2118) (-) m/z 57.00 100.00%
57
85
5000
242 LN B B S
113 141 62 183 216 I | 272 300 324 14.20 14.40 14.60 14.80
0 ,|, J] W B227 0 gl 212 300 923342 m/z 71.05 65.51%
m/z--> 0 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 R UL UL LI B B
1420 14.40 14.60 14.80
29 m/z 43.00 63.79%
0 LA L g 1}3..141 169 107 240
m/z--> 0 50 100 1%0 200 250 300 350
Abundance #164577: Tricosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 54_.13%
29 324
L T e e 107 225 20 ]
m/z--> 0 50 100 150 260 2%0 300 350
Abundance #141430: Eicosane, 2-methyl- B B e T T
57 14.20 14.40 14.60 14.80
m/z 41.00 21.95%
5000 85
29 253
oz Ly e e 07 2 P
m/z--> 0 50 100 1%0 2(')0 250 300 350 1420 14.40 14.60 14.80

8270-BF111319.M Wed Nov 20 16:59:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 11
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.19 ng 148382 Perylene-d12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Nonadecane 268 C19H40 000629-92-5 93
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 2236 (15.239 min): BF117871.D (-2232) (-) m/z 57.00 100.00%

5000

15.00 15.20 15.40 15.60
m/z 71.05 76.20%

o 229 268789 322342

m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane

5000

15.00 15.20 15.40 15.60
m/z 43.00 68.94%

113 141 169 197 295 254

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
7
R B A
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 56.14%
29
0 \‘ 11 ] lll:li-31141 169 197 225 2(.38
A e A B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B B R R e
57 15.00 15.20 15.40 15.60
m/z 41.00 24 .54%
5000 8
113
NEINEE |77, 141 169 197 225 253 281 309 337 365 393 422
A A A A e e e e e R B A
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF111319.M Wed Nov 20 16:59:40 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117871.D

Aca On : 19 Nov 2019 20:36

Operator :© JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.47 2.46 ng 167335 Perylene-di12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 96
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 96
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
Abundance Scan 2275 (15.468 min): BF117871.D (-2273) (-) m/z 252.05 100.00%
252
5000
s 15.20 15.40 15.60 15.80
149 207224 : : : .
ol 39 57 82 100 167 187 279296 322 342 77 240 OL 30. 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252
5000

15.20 15.40 15.60 15.80
m/z 253.00 23.96%

125
39 63 8399, | 146 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104215: Perylene
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 18.65%
126
ol27 50 74 99 150 174 198 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104224: Benzo[K]fluoranthene SRl B e o B e
252 15.20 15.40 15.60 15.80
m/z 126.00 15.13%
5000
126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15.40 15.60 15.80

8270-BF111319.M Wed Nov 20 16:59:41 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117871.D

Acq On : 19 Nov 2019 20:36

Operator : JU

Sample - K5904-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.22 18.0 ng 1089290 1 6.92 1213310 20.0
2-Pentanone, 4-hy... 5.13 16.8 ng 1015970 1 6.92 1213310 20.0
unknown6 .69 6.69 98.1 ng 5951840 1 6.92 1213310 20.0
Phenanthrene, 2-m... 11.96 2.2 ng 204188 4 11.46 1850760 20.0
Phenanthrene, 1-m... 11.99 3.4 ng 310347 4 11.46 1850760 20.0
Anthracene, 1l-met... 12.07 2.5 ng 235605 4 11.46 1850760 20.0
unknownl13.95 13.95 3.7 ng 310869 5 14.10 1696420 20.0
Heptadecane 14.57 2.1 ng 180564 5 14.10 1696420 20.0
Octadecane 15.24 2.2 ng 148382 6 15.61 1358040 20.0
Benzo[e]pyrene 15.47 2.5 ng 167335 6 15.61 1358040 20.0
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