LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On - 22 Jan 2018 17:31 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i J1238-02 s&o&ozo%up
ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF012218.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 4.916 477 481 491 rVB 168432 256768 7.08% 0.712%
2 5.328 546 551 554 rBY 3300531 3408736 93.93% 9.454%
3 6.357 720 726 737 rBVY 2985925 3628948 100.00% 10.064%
4 6.486 743 748 751 rBVY 3596837 3546353 97.72% 9.835%
5 6.710 783 786 795 rBVY 1063141 944446 26.03% 2.619%
6 6.869 809 813 816 rBVY 3055860 2718943 74.92% 7 .540%
7 7.281 878 883 886 rBY 2253241 2265945 62.44% 6.284%
8 7.992 1000 1004 1014 rBVY 1335674 1324502 36.50% 3.673%
9 9.075 1182 1188 1191 rBV 3829450 3546042 97.72% 9.834%
10 9.469 1250 1255 1258 rBV 743063 615510 16.96% 1.707%

11 9.680 1288 1291 1294 rVB 149103 117056 3.23% 0.325%
12 9.745 1298 1302 1306 rVV2 1427796 1341906 36.98% 3.722%
13 9.780 1306 1308 1311 rVB 168415 129294 3.56% 0.359%

14 9.904 1325 1329 1333 rBV5 26322 39343 1.08% 0.109%
15 9.951 1333 1337 1342 rVvVv2 54302 79300 2.19% 0.220%
16 9.998 1342 1345 1349 rVB4 37258 38554 1.06% 0.107%
17 10.180 1372 1376 1379 rVB 184523 157362 4_.34% 0.436%
18 10.292 1392 1395 1401 rVB 59792 58801 1.62% 0.163%
19 10.398 1408 1413 1416 rBV2 55259 78749 2.17% 0.218%

20 10.539 1430 1437 1440 rBV 2020971 1968251 54.24% 5.459%

21 10.651 1453 1456 1463 rBV 179270 189914 5.23% 0.527%
22 11.098 1526 1532 1535 rBV3 67344 75627 2.08% 0.210%
23 11.127 1535 1537 1543 rVB 43484 43213 1.19% 0.120%
24 11.233 1551 1555 1557 rBV 1179649 1137358 31.34% 3.154%
25 11.251 1557 1558 1562 rVvV 377894 316050 8.71% 0.877%

26 11.304 1565 1567 1571 rVB 96639 80839 2.23% 0.224%
27 11.463 1592 1594 1599 rVB 39051 44663 1.23% 0.124%
28 11.727 1636 1639 1642 rBV 55787 53281 1.47% 0.148%
29 11.763 1642 1645 1648 rVV2 100554 99578 2.74% 0.276%
30 11.845 1655 1659 1661 rBV 81736 90569 2.50% 0.251%
31 11.933 1667 1674 1676 rBV5 22197 41157 1.13% 0.114%
32 12.280 1730 1733 1735 rBV 49295 53811 1.48% 0.149%
33 12.315 1737 1739 1745 rVB3 40893 52869 1.46% 0.147%
34 12.363 1745 1747 1753 rBV3 34347 52448 1.45% 0.145%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On - 22 Jan 2018 17:31 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i J1238-02 s&o&ozo%up
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.439 1756 1760 1764 rBV 579109 509153 14.03% 1.412%

36 12.586 1781 1785 1789 rBv4 21266 38370 1.06% 0.106%
37 12.668 1793 1799 1802 rVV 528201 548651 15.12% 1.522%
38 12.715 1805 1807 1812 rVB3 30559 40127 1.11% 0.111%
39 12.815 1820 1824 1828 rBV 2398590 2282949 62.91% 6.331%
40 12.892 1833 1837 1841 rVB2 35336 44573 1.23% 0.124%
41 12.998 1852 1855 1858 rVB 68483 73318 2.02% 0.203%
42 13.063 1864 1866 1869 rVB 47330 38068 1.05% 0.106%
43 13.098 1869 1872 1875 rBV2 54388 62495 1.72% 0.173%
44 13.221 1891 1893 1897 rBV2 39421 45017 1.24% 0.125%
45 13.292 1902 1905 1912 rVB 94939 90711 2.50% 0.252%
46 13.504 1939 1941 1945 rVB 44793 42676 1.18% 0.118%

47 13.710 1973 1976 1982 rBV 253106 262250 7.23% 0.727%
48 13.868 1997 2003 2005 rBV2 961208 1147099 31.61% 3.181%
49 13.892 2005 2007 2013 rVB 252980 221722 6.11% 0.615%
50 14.345 2081 2084 2087 rBV2 104122 109087 3.01% 0.303%

51 14.886 2172 2176 2179 rBV 227498 368257 10.15% 1.021%
52 14.956 2185 2188 2191 rBV 201597 191234 5.27% 0.530%
53 15.174 2222 2225 2229 rVB 132698 142268 3.92% 0.395%
54 15.233 2231 2235 2240 rBV 188887 255697 7.05% 0.709%
55 15.292 2241 2245 2252 rVB 592785 825766 22.75% 2.290%

56 15.727 2316 2319 2323 rVB 99744 122197 3.37% 0.339%

Sum of corrected areas: 36057871
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012218\

BF102304.D

22 Jan 2018 17:31

SJ/JU

J1238-02 SB-06-0-2.0-DUP
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102304.D
6.49

5.33

7.28

6.71

4.92

0
Time-->

5.00

5.50

Abundance

3500000
3000000
2500000
2000000
1500000{ 7.99

1000000

500000

TIC: BF102304.D

12.82

10.54

9.75
11.23

9.47 12.4412 67

11.25
10.65

gmmso J\lgﬂﬁ J X 101108301 46 111488495

12 50 712 KeRES3: 913.50

O~
Time-->

13. 50

10. OO 10 50 11.00 11.50

9.50 12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000¢-

0

TIC: BF102304.D

13.87

Time-->

14.00

17.00 17.50 18.00 18.50

19.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

ﬁ?ggle i J1238-02 SB-06-0-2.0-DUP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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.

4.92 5.44 ng 256768 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 482 (4.922 min): BF102304.D (-477) (-) m/z 43.00 100.00%
43
59
5000
1 460 4.80 500 520
o...,....,....,....',':...,??.'.,...‘??....,??..,....,|....,. m/z 59.05 56.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R L L
59 460 480 500 520
m/z 101.10 19.06%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 57.95 16.44%
101
15 97 71
0 33 49 %6 g2 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e EEaAE
43 4.60 4.80 5.00 5.20
m/z 40.95 8.27%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

Sample : J1238-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 75.10 ng 3546350 1,4-Dichlorobenzene-d4 6.71
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102304.D (-743) (-) m/z 132.00 100.00%
5000
68
% 620 640 6.60 6.80
40 54
o I8 | Ae N — m/z 134.00 33.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR SRR A
6.20 6.40 6.60 6.80
2 51 78 m/z 68.10 29.16%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 17.65%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N R N EmmEn s
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 11.59%
5000 og M°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? I |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

ﬁ?ggle i J1238-02 SB-06-0-2.0-DUP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Hexadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.18 2.35 ng 157362 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 80
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
4 Tetracosane 338 C24H50 000646-31-1 64
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 58

Abundance Scan 1376 (10.180 min): BF102304.D (-1372) (-) m/z 57.10 100.00%
57
43
5000
rrrryrTTTpTTTTTTTTTT
99 113 9.80 10.00 10.20 10.40
o 127 141154 m/z 43.05 68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & R BARRE R
g5 9. 80 10. 00 10 20 10. 40
29 m/z 71.10 50.96%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
57
43
71 9.80 10.00 10.20 10.40
5000 85 m/z 85.10 38.57%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #83029: Tridecane, 7-propyl-
43 57 9.80 10.00 10.20 10.40
m/z 41.00 30.65%
71
N 85 WJ
140
183
o Ll ‘ Ji m 113 127 \\ 154 168 " | 197 226
m/z--> ﬁo Jo éo 50 160 150 140 1éo 1§o 200 250 980 1000 1020 1040 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

ﬁ?ggle i J1238-02 SB-06-0-2.0-DUP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.34 ng 189914 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1456 (10.651 min): BF102304.D (-1453) (-) m/z 57.05 100.00%

57
o 8 LJ\LA
4

10. 40 10 60 10. 80 11. 00

13 141 169134

o ST N N 0 M - A /z 43.00 65.73%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57
5000 LA L L L L L
85 10.40 10.60 10.80 11.00
4 m/z 71.10 57.87%
0L.20] “\ L L 113 141156 184
B e e mama
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
A e Ao s
10.40 10.60 10.80 11.00
5000 o m/z 85.10 38.75%
41
ol.18 113 141 169184 212
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- e AR LEEE s
57 10.40 10.60 10.80 11.00
m/z 41.10 27 .76%
5000 85
4
113 183
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

ﬁ?ggle i J1238-02 SB-06-0-2.0-DUP
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

EAECE R e e e

Peak Number

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

6 Cycloeicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.71 4.57 ng 262250 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
4 1-Eicosene 280 C20H40 003452-07-1 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90

Abundance Scan 1976 (13.710 min): BF102304.D (-1973) (-) m/z 57.05 100.00%
87 oq
5000
UL BN B
13.40 13.60 13.80 14.00
I ]{ 252 281 m/z 43.10 98.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
5000 SR AR SRR IR SR
29 1340 13.60 13.80 14.00
i m/z 55.00 89.13%
o ‘MWWmmmmm
m/z--> 50 200 250 300 350 400
Abundance
57
83 13.40 13.60 13.80 14.00
5000 m/z 83.10 79.96%
111
29
o 139 169 515238 g3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane e R EEanE
57 13.40 13.60 13.80 14.00
97 m/z 69.05 73.46%
5000
29 125
o |, ‘ | || 154 196224 269 39
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 350 400 1340 13.60 13.80 14.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF012218\

BF102304.D

22 Jan 2018 17:31

SJ/JU

J1238-02 SB-06-0-2.0-DUP
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 7 Nonadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .96 4.63 ng 191234 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
Abundance Scan 2189 (14.962 min): BF102304.D (-2185) (-) m/z 57.10 100.00%
57
2000 T ,JLJLp
UL AR SN B
141 268 14.60 14.80 15.00 15.20
ol ,I. b AL 'l " 49100 210 240 | 304 332 309385 | hyz 71.10  69.47%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L SRR SRR S BRI B
1460 14.80 15.00 15.20
29 m/z 43.10 53.84%
113
0 \‘ ‘L ‘ H\ It H‘ [ 141 169 197 225 268
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 1520
5000 85 m/z 85.10 46.83%
113
0 i 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e A B e m Rt
57 14.60 14.80 15.00 15.20
m/z 55.00 21.13%
5000
85
o 291 | 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20

8270-BF012218.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

Sample : J1238-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.45 ng 142268 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 89
Abundance Scan 2224 (15.168 min): BF102304.D (-2222) (-) m/z 252.10 100.00%
252
5000
125 14.80 15.00 15.20 15.40
224 : : : :
ol30 63 98 | 153173 200224 07120431733 385 | po o0 16 30.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.10 22.36%

50 74 99 M 146 174 200 224 w

o2 =
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
R S B
14.80 15.00 15.20 15.40
5000 m/z 125.10 16.57%
126
oL, 39 63 84105 150 174 200 224
T L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #104226: Benzo[K]fluoranthene A BT o e
252 14.80 15.00 15.20 15.40
m/z 126.00 13.37%
5000
126
oL 51 75 100, A 150 174 200 224
— T T T R e e e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102304.D

Aca On : 22 Jan 2018 17:31

Operator : SJ/JU

ﬁ?ggle i J1238-02 SB-06-0-2.0-DUP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptadecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.73 2.96 ng 122197 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Docosane 310 C22H46 000629-97-0 87
4 Hentriacontane 437 C31H64 000630-04-6 78
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 2320 (15.733 min): BF102304.D (-2316) (-) m/z 57.10 100.00%

g7
5000 8 J\\V\L

O—y m/z 71 05 56 91%

m/z--> 50 100 150 200 250 300 350 400
Abundance #105891: Heptadecane, 3-methyl-
57

5000 85 L e
15.40 15.60 15.80 16.00

m/z 85.10 49.66%

29‘ 113 225
141
0.“.‘.‘,““‘“....,.16:9..197..“..2,5‘."... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

15. 40 15 60 15. 80 16.00

5000 85 m/z 43.10 46.71%
28
183
. 113 155 310 NVAvaWJVVNHA/\ﬂvNM/M“MWNV,x
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane e EREmEmEE T
57 15.40 15.60 15.80 16.00
m/z 55.00 26.73%
5000 85
113
oLy T 183 211 239 27 310
m/z--> 50 100 150 200 250 300 350 400 15.40 15 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102304.D

Acq On : 22 Jan 2018 17:31

Operator : SJ/JU

Sample - J1238-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 5.4 ng 256768 1 6.71 944446 20.0
unknown6 .49 6.49 75.1 ng 3546350 1 6.71 944446 20.0
Hexadecane 10.18 2.4 ng 157362 3 9.75 1341910 20.0
Tridecane 10.65 3.3 ng 189914 4 11.23 1137360 20.0
Cycloeicosane 13.71 4.6 ng 262250 5 13.87 1147100 20.0
Nonadecane 14.96 4.6 ng 191234 6 15.29 825766 20.0
Benzo[e]pyrene 15.17 3.5 ng 142268 6 15.29 825766 20.0
Heptadecane, 3-me... 15.73 3.0 ng 122197 6 15.29 825766 20.0
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