LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010320\

Data File : BF118467.D

Aca On 3 Jan 2020 20:05 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?22Ie : K6472-06 e

ALS Vial : 6 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-BF122419 .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 5.051 500 504 520 rVB 165025 206316 9.82% 0.954%
2 5.463 571 574 590 rBVY 1125437 1188429 56.54% 5.498%
3 6.481 743 747 766 rBVY 1238527 1371624 65.25% 6.345%
4 6.616 766 770 781 rVB 1738876 1457184 69.32% 6.741%
5 6.845 805 809 816 rBV 456814 393857 18.74% 1.822%
6 6.998 831 835 847 rBVY 1341264 1203739 57.27% 5.568%
7 7.410 901 905 921 rBV 962501 962848 45.81% 4 .454%
8 8.133 1024 1028 1045 rBV 602868 612901 29.16% 2.835%
9 9.210 1207 1211 1221 rBV 2497478 2102040 100.00% 9.724%
10 9.604 1275 1278 1288 rVB 120973 120491 5.73% 0.557%

11 9.892 1323 1327 1331 rBV 912129 758809 36.10% 3.510%
12 10.686 1458 1462 1477 rBV 1363203 1297971 61.75% 6.004%
13 11.386 1577 1581 1583 rBV 776645 658740 31.34% 3.047%
14 11.410 1583 1585 1590 rVvVv 236652 211381 10.06% 0.978%

15 11.468 1590 1595 1600 rVB 33398 47445 2.26% 0.219%
16 11.633 1617 1623 1627 rBV2 19125 31040 1.48% 0.144%
17 11.910 1664 1670 1677 rBV3 157592 250237 11.90% 1.158%
18 12.004 1683 1686 1689 rBV 48472 54864 2.61% 0.254%
19 12.186 1715 1717 1721 rVB 30507 25046 1.19% 0.116%
20 12.227 1721 1724 1728 rBV 24015 24767 1.18% 0.115%
21 12.439 1757 1760 1762 rBV 35408 32417 1.54% 0.150%
22 12.539 1773 1777 1780 rVB3 29401 32682 1.55% 0.151%
23 12.604 1785 1788 1794 rBV 420875 416963 19.84% 1.929%
24 12.698 1801 1804 1808 rVB4 30679 29117 1.39% 0.135%
25 12.839 1822 1828 1834 rBV 379278 427943 20.36% 1.980%
26 12.892 1834 1837 1840 rVB 24063 27855 1.33% 0.129%
27 12.974 1847 1851 1854 rBV 2231590 1889974 89.91% 8.743%
28 13.051 1861 1864 1869 rBV3 25896 44111 2.10% 0.204%
29 13.145 1876 1880 1881 rBV3 26751 27549 1.31% 0.127%
30 13.168 1881 1884 1886 rVvVv 45458 50828 2.42% 0.235%
31 13.192 1886 1888 1893 rVB3 32390 33880 1.61% 0.157%
32 13.274 1898 1902 1905 rBV2 42658 48581 2.31% 0.225%
33 13.398 1920 1923 1928 rVB2 23848 27796 1.32% 0.129%
34 13.539 1943 1947 1950 rBV3 63547 68085 3.24% 0.315%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010320\

Data File : BF118467.D

Aca On 3 Jan 2020 20:05 Instrument :

Operator : JU EﬁAfs el
- _ lentosampleld :

a?zgle : K6472-06 e

ALS Vial : 6 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-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.686 1969 1972 1977 rBV 43635 43747 2.08% 0.202%
36 13.792 1985 1990 1992 rBV2 54194 68092 3.24% 0.315%
37 13.815 1992 1994 1996 rVvVv 51135 43555 2.07% 0.201%

38 13.868 2000 2003 2014 rVB3 246735 371859 17.69% 1.720%
39 14.045 2024 2033 2035 rBV2 684995 872773 41.52% 4_.037%
40 14.068 2035 2037 2040 rVB 201783 176966 8.42% 0.819%

41 14.186 2053 2057 2060 rBVY 152842 150778 7.17% 0.697%
42 14.433 2097 2099 2102 rVB 40939 31777 1.51% 0.147%
43 14.492 2106 2109 2114 rBV 195668 198670 9.45% 0.919%
44 14.804 2157 2162 2167 rVB 280000 301040 14.32% 1.393%
45 14.939 2182 2185 2188 rBV3 26326 30483 1.45% 0.141%

46 15.098 2208 2212 2215 rBVY 198307 271440 12.91% 1.256%
47 15.145 2216 2220 2224 rVB 273277 341299 16.24% 1.579%
48 15.209 2229 2231 2236 rVB 43842 56783 2.70% 0.263%
49 15.409 2261 2265 2271 rVB 122106 152503 7.25% 0.705%
50 15.474 2272 2276 2280 rBV 169704 208508 9.92% 0.965%

51 15.533 2280 2286 2291 rBV2 626213 914103 43.49% 4.229%
52 15.968 2355 2360 2367 rVB 261112 382367 18.19% 1.769%
53 16.039 2368 2372 2375 rBV6 27331 54828 2.61% 0.254%
54 16.474 2441 2446 2459 rVB2 157586 309720 14.73% 1.433%
55 17.050 2538 2544 2558 rVB3 92612 262996 12.51% 1.217%

56 17.503 2615 2621 2630 rVB2 57240 135472 6.44% 0.627%
57 17.768 2660 2666 2677 rVBS8 31505 99850 4._75% 0.462%

Sum of corrected areas: 21617119
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118467.D

2000000
6.62

1500000
7.00

6.48
5.46

1000000 7.41

500000 6.85

OL'I""I""I""I""I""SI.\CTS"'I""I""I""I""I"

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: BF118467.D

2000000
1500000 10.69

1000000 9.89
11.39

8.13
500000 12.60 1284
9.60 1hal 11,91 )

' L 1.471.63 2.002219312421512.701p. M

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: BF118467.D

2000000

1500000

1000000

14.04 15.53

500000

17.05 17.50 1777

T T T T T T T T
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\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 10.48 ng 206316 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 504 (5.051 min): BF118467.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 N
83 480 5.00 520 5.40
O S Sl & "m/z 59.00  59.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN R UL UL I
59 480 500 520 5.40
m/z 101.10 26 .84%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 5.40
5000 m/z 58.10 14 .23%
101
15 58
0 28 g7l s1 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R EEEEE e s
59 480 5.00 520 5.40
m/z 41.00 10.70%
5000 43
31
15 ‘ il ‘ 69 87
0 IIII""'I"""I""I""I"''i""l""l""l'"'I""II IIIII""In""l""lIII
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 74.00 ng 1457180 1,4-Dichlorobenzene-d4 6.85
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 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF118467.D (-766) (-) m/z 132.00 100.00%
5000
68
40 % 620 6.40 6.60 6.80 7.00
o4 7 87 5 o e :
0 B E e m/z 134.00 34.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 |
5000 AR L UL RN I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 32.07%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.05%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #14144: 5-Fluoro-2-chloropyrimidine T Raa m e e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .85%
5000
33 aa . 105
7
. 0P | us |
m/z--> 4'0 60 8IO 1(')0 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.91 7.60 ng 250237 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1670 (11.910 min): BF118467.D (-1664) (-) m/z 73.00 100.00%
73
43 60
5000 129 L‘NMM
11'60 11.80 12.00 12.20
0 m/z 60.00 74.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 -ﬂrrrrffTT**}5q¥*Pﬁp%TT+*1
11.60 11.80 12.00 12.20
m/ 43.05 71.53Y%
TJJ 143157171185 | 213 ‘ 0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11!60 11fso 12!00 12!20 '
5000 29 m/z 41.05 71.25%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e B
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 64 .43%
5000 129
29
O.Fﬁ.k.ﬁt. it kit
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.52 ng 371859 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 89
4 Cvclotetradecane 196 C14H28 000295-17-0 87
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
Abundance Scan 2003 (13.868 min): BF118467.D (-2000) (-) m/z 57.05 100.00%

5000

g

5
139153168183197 213 234 081 13.60 13.80 14.00 14.20
m/z 43.05 88.43%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 43 LA L L L L L LB
13 60 13. 80 14. 00 14 20
29 m/z 71.05 65.99%
oL ,ﬂ M 11125139154 196 224 269
'“v'“v"'“'v“'w“"“'v“"“"“"“"“"“w'“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
43 |

13.60 13.80 14.00 14.20
m/z 55.05 65.37%

5000

29 111

5
139 154168182196 211 227

o 258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate T
57 13.60 13.80 14.00 14.20

43 m/z 83.10 63.62%
83 97

%

5000

125

S

106210 238 265 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.19 3.46 ng 150778 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2058 (14.192 min): BF118467.D (-2053) (-) m/z 57.05 100.00%
57
5000
NN IR AR L B
183 248 574 302 13.80 14.00 14.20 14.40 14.60
ol ‘, . O30 0 m/z 71.05 88.29%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 A h
5000 85 A T PN B BN
13. 80 14. oo 14. 20 14. 40 14. 60
m/z 43.10 87 .55%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> §o 100 1%0 260 250 360 350
Abundance #141426: Heneicosane
57
o 13.80 14.00 14,20 14.40 14.60
5000 m/z 85.05 63.23%
29 113
0 I J[ I 1?1 (169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane [Trrr[rrr i rrrr[rrrryrr
57 13.80 14.00 14.20 14.40 14.60
m/z 55.05 42 .63%
85
5000
29
0 L g J11ﬁ34 141 169 107 240
m/z--> % @ @ ﬁ 250 ﬁ ﬁ mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 4_.55 ng 198670 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2109 (14.492 min): BF118467.D (-2106) (-) m/z 57.10 100.00%

g7
85
5000

141 169 197 225 258 298 324 14. 20 14. 40 14. 60 14. 80
o...~.,.J.-.m||.-l.-l..,....,....,....,....,...?9,7. m/z 71.05 76.79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000
1420 14140 1460 1480
m/z 43.10 72.51%

29 113
oL L0 a0 205 053 206
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
I S REREEEE RS S
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 56.77%
29
LT 1 | 1 (M3 141 169 197 225 253 205 323 367
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57 14.20 14.40 14.60 14.80
m/z 55.10 29.77%
85
5000
L7 ‘ L J | leﬁ‘lil‘ﬁg 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.80 6.59 ng 301040 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2161 (14.798 min): BF118467.D (-2157) (-) m/z 57.05 100.00%
57
85
5000
155 10197 14.40 14.60 14.80 15.00 15.20
ol J', Al I F‘36 TSl 2% s 8 m/z 71.10 72.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
14.40 14.60 14.80 15.00 15.20
‘ m/z 43.10 70.04%
29 141
N l.l] .IJ 109,107 225 253 292
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 53.20%
29 113
oL b Jd T 00 a0 225 as3 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 41.05 29.38%
5000 85
. i i | | J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 14. 40 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.41 3.34 ng 152503 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Pervlene 252 C20H12 000198-55-0 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2265 (15.409 min): BF118467.D (-2261) (-) m/z 252.10 100.00%
252
5000
39 63 8 1 1125 157171185200 224 278 296 15.00 15.20 1340 15:60 15.90
o m/z 250.10 27 .95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60 15.80
m/z 253.10 21.95%

125
o 39 63 83 111 146 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104218: Benzo[a]pyrene
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 12.10%
126
oL39 63 87 12| 149 174 200 224 ﬂﬂ
B B AR AR e s E
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104229: Benz[e]acephenanthrylene Lo B o et
252 15.00 15.20 15.40 15.60 15.80
m/z 126.00 10.35%
5000
126
0 63 83 98112 M 150 174 200 224 iﬁ
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.97 8.37 ng 382367 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2360 (15.968 min): BF118467.D (-2355) (-) m/z 57.10 100.00%
57
5000 j | J \ /\
L A SN BRI UG
141 169 197 15.60 15.80 16.00 16.20
— ,] L, .1|, L o P07 225 26629 328 | m/z 71.10 82.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
15.60 15.80 16.00 16.20
m/z 43.10 63.82%
29
oL, ] IJ ] 11§1‘169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #223852: Hentriacontane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 60.07%
J 113 141 169
o AL 190 07 225 258 281 309 337 365 43y
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R e R e e
57 15.60 15.80 16.00 16.20
m/z 55.05 23.76%
- T MVJ
. 29 M3 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4c')o ! 15 60 15. 80 16 00 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.47 6.78 ng 309720 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexadecane 226 C16H34 000544-76-3 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Docosane., 1l1l-decvl- 451 C32H66 055401-55-3 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2445 (16.468 min): BF118467.D (-2441) (-) m/z 57.05 100.00%
57
5000
AR DN SN BN
151 183205 239 278 16.20 16.40 16.60 16.80
. 3% m/z 71.10 76.31%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
16.20 16.40 16.60 16.80
m/z 43.05 66.17%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #83028: Hexadecane
g7
16,20 16.40 16.60 16.80
5000 85 m/z 85.10 56.26%
0 29 I J J 1}31141 169 197 226
s e o wo . e e oo
Abundance #215181: 2-methyloctacosane
57 16.20 16.40 16.60 16.80
m/z 55.10 27 .66%
- I \/\AVN//LM
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1% 200 250 300 350 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118467.D

Aca On : 3 Jan 2020 20:05

Operator :© JU

Sample : K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Indeno[1,2,3-cd]fluoranthene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.18 ng 99850 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll1l.2.3-cdlfluoranthene 276 C22H12 000193-43-1 58
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 52
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 52
4 Benzolahilpervlene 276 C22H12 000191-24-2 49
5 Benzo[4,5]imidazo[2,1-c][1,2,4]t... 276 C1l7H16N4 1000302-82-6 49

Abundance Scan 2666 (17.768 min): BF118467.D (-2660) (-) m/z 276.10 100.00%

216

5000
151 179195211 293 313 17.40 17.60 17.80 18.00
(o} m/z 57.10 56.78%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124623: Indeno[1,2,3-cd]fluoranthene
276
5000 138 LI L L B B B

17.40 17.60 17.80 18.00
m/z 43.10 44.32%

224 248

158174 198

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124618: Indeno[1,2,3-cd]pyrene
276
I s B o
17.40 17.60 17.80 18.00
5000 m/z 71.10 43.50%
138
55 74 92 110%2* | 150174 108 224 248
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124622: Dibenzo[def,mno]chrysene L B o
276 17.40 17.60 17.80 18.00
m/z 85.05 34.77%
5000
138

oL 45 63 90 105 124 | 153170184 201 222237252
I~ T I TTTrT L TTTrT TT 1T I T
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010320\
Data File : BF118467.D

Acq On : 3 Jan 2020 20:05

Operator : JU

Sample - K6472-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.05 10.5 ng 206316 1 6.85 393857 20.0
unknown6 .62 6.62 74.0 ng 1457180 1 6.85 393857 20.0
n-Hexadecanoic acid 11.91 7.6 ng 250237 4 11.39 658740 20.0
Oxalic acid, isob... 13.87 8.5 ng 371859 5 14.04 872773 20.0
Hexacosane 14.19 3.5 ng 150778 5 14.04 872773 20.0
Heneicosane 14 .49 4.5 ng 198670 5 14.04 872773 20.0
Eicosane 14.80 6.6 ng 301040 6 15.54 914103 20.0
Benzo[e]pyrene 15.41 3.3 ng 152503 6 15.54 914103 20.0
Hentriacontane 15.97 8.4 ng 382367 6 15.54 914103 20.0
2-methyloctacosane 16 .47 6.8 ng 309720 6 15.54 914103 20.0
Indeno[1,2,3-cd]f... 17.77 2.2 ng 99850 6 15.54 914103 20.0
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