LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 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-BF022218.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 2.122 3 6 14 rVB 151879 192800 8.14% 0.843%
2 5.104 510 513 523 rBV 30260 47275 2.00% 0.207%
3 5.504 577 581 609 rBY 1454054 2277967 96.17% 9.960%
4 6.510 749 752 771 rBVY 1594838 2368789 100.00% 10.357%
5 6.645 771 775 799 rVB 2087339 2285368 96.48% 9.992%
6 6.869 810 813 834 rVB 729465 833304 35.18% 3.643%
7 7.028 836 840 856 rBY 1646914 1643642 69.39% 7.186%
8 7.440 906 910 927 rBVY 1155043 1351856 57.07% 5.911%
9 8.157 1028 1032 1053 rVB 964143 1095699 46.26% 4_.791%
10 8.875 1151 1154 1160 rBV 27140 31184 1.32% 0.136%
11 8.969 1164 1170 1175 rBV 17221 24390 1.03% 0.107%
12 9.228 1210 1214 1223 rBvV 2260871 2024309 85.46% 8.851%
13 9.298 1223 1226 1229 rVV 53898 52745 2.23% 0.231%
14 9.575 1264 1273 1275 rBV3 22017 32763 1.38% 0.143%
15 9.622 1275 1281 1288 rVB2 106855 151948 6.41% 0.664%
16 9.775 1303 1307 1312 rBV 36682 46876 1.98% 0.205%
17 9.828 1312 1316 1320 rVVv 94748 83520 3.53% 0.365%
18 9.916 1327 1331 1335 rBvV 1042343 960138 40.53% 4.198%
19 9.945 1335 1336 1343 rVB 47364 45907 1.94% 0.201%
20 10.122 1362 1366 1368 rBV2 26878 32981 1.39% 0.144%
21 10.151 1368 1371 1375 rVB3 25213 33787 1.43% 0.148%
22 10.328 1397 1401 1404 rVB 120482 101012 4.26% 0.442%
23 10.469 1421 1425 1430 rVB3 27440 39960 1.69% 0.175%
24 10.545 1433 1438 1441 rVV 41799 50557 2.13% 0.221%

25 10.710 1462 1466 1479 rBV 894748 969732 40.94% 4.240%

26 10.798 1479 1481 1487 rVV 104668 137474 5.80% 0.601%
27 11.251 1555 1558 1560 rVv2 77978 69444 2.93% 0.304%
28 11.275 1560 1562 1565 rVVv2 30237 35823 1.51% 0.157%
29 11.410 1581 1585 1587 rBV 888386 804905 33.98% 3.519%
30 11.433 1587 1589 1593 rVvV 339070 290627 12.27% 1.271%

31 11.486 1596 1598 1602 rVB 76989 70533 2.98% 0.308%
32 11.675 1628 1630 1633 rVB 35558 26749 1.13% 0.117%
33 11.916 1668 1671 1673 rBV 53988 63289 2.67% 0.277%
34 11.945 1673 1676 1680 rVB2 64316 63354 2.67% 0.277%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 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-BF022218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.992 1681 1684 1687 rBV2 26361 26325 1.11% 0.115%
36 12.027 1687 1690 1692 rBV2 81434 86288 3.64% 0.377%
37 12.086 1697 1700 1704 rBVZ2 32336 32347 1.37% 0.141%
38 12.204 1717 1720 1723 rBV 47485 46801 1.98% 0.205%
39 12.463 1761 1764 1768 rBV2 53350 77971 3.29% 0.341%
40 12.557 1776 1780 1783 rBV2 45052 70342 2.97% 0.308%

41 12.627 1789 1792 1796 rBV 527598 495990 20.94% 2.169%
42 12.863 1825 1832 1837 rBVY 517094 599877 25.32% 2.623%

43 12.910 1838 1840 1843 rVB2 30633 26152 1.10% 0.114%
44 12.992 1850 1854 1858 rBV 1529812 1389153 58.64% 6.074%
45 13.086 1865 1870 1874 rBV4 31605 67366 2.84% 0.295%
46 13.386 1919 1921 1924 rBV 31592 28632 1.21% 0.125%
47 13.422 1924 1927 1930 rBV2 44729 53574 2.26% 0.234%

48 13.874 2001 2004 2009 rBV4 127208 155883 6.58% 0.682%
49 14.063 2032 2036 2039 rBV2 605065 761793 32.16% 3.331%
50 14.092 2039 2041 2045 rVB 206191 176084 7.43% 0.770%
51 15.133 2215 2218 2220 rBV 112505 147255 6.22% 0.644%
52 15.574 2290 2293 2297 rVB2 244956 289082 12.20% 1.264%

Sum of corrected areas: 22871622
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

BF103429.D

6 Mar 2018 00:27

SJ/Ju

J1723-03

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

2.12 4.63 ng 192800 1,4-Dichlorobenzene-d4 6.87
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. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF103429.D (-3) (-) m/z 73.00 100.00%
73
5000 43
55 87
2.20 2.30 2.40 2.50
e 8L a0 L 6Tl e | w7z 43.00  40.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNLURS A U LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 30.65%
29
'w"'w"'w'?§'w"'w"'w'§?w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
- 87 1220 230 240 250
5000 m/z 87.05 24 _40%
29
15 67 97
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl- R e R
73 2.20 2.30 2.40 2.50
m/z 41.00 13.73%
5000 59
87
43
29 || 53 | 67 | 102
m/z--> 10 20 30 40 50 60 70 8 9 100 110 220 2.30 2.40 250
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 54 .85 ng 2285370 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 776 (6.651 min): BF103429.D (-771) (-) m/z 132.00 100.00%
132
5000 68 Ax
20 54 | 75 6 104 ‘ 640 6.60 6.80 7.00
S I 0l .1 = I N m/z 68.00 39.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00

78 m/z 134.00 33.31%
31
38
..,....,....,...w,.:..,H...,...:,....,....,....,....,....,....,‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RIS e s i
6.40 6.60 6.80 7.00
5000 m/z 65.95 27.33%
33 44 o g7 105
78
51 60 86 115
wmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.00 15.24%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 680 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.10 ng 101012 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 5-Ethvildecane 170 C12H26 017302-36-2 86
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1401 (10.328 min): BF103429.D (-1397) (-) m/z 57.00 100.00%

57
5000
4 8 LVﬂNAWMbvh

10.00 10.20 10.40 10.60
m/z 43.00 63.80%

3

113 155171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175557: Tetracosane
57
5000 85 LA L L L L L LB |
10.00 10.20 10.40 10.60
4 m/z 71.00 49.49%
] “ L L8 14 169 197 225 253 281 309 33

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
57
R S e
10.00 10.20 10.40 10.60
5000 m/z 85.00 38.02%
41 85
23 113 141 169 197 226
mﬁmmmwmwﬁvwmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38319: 5-Ethyldecane L S e K
57 10.00 10.20 10.40 10.60
m/z 41.00 31.57%
5000
) 8 140
112
R S {— N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 mmmmmmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.42 ng 137474 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Octadecane 254 C18H38 000593-45-3 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78
Abundance Scan 1481 (10.798 min): BF103429.D (-1479) (-) m/z 57.00 100.00%
g7
43 n
5000 85

10.40 10.60 10.80 11.00 11.20

99 113 127 149 155167 182

ol S N St M M m/z 43.00 66.58%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 LA L L L L L L L L LY LB
mmmmmmumnm
29 % m/z 71.00 60.31%
18 | “ .| 7 113127 141 155 169 183 197 226
S S e e R
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
s e
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 84.95 40.68%
99 140
113127 7 154166 182195 226
L A o o e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #140552: Dodecane, 1-iodo- B A R
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.00 32.12%
5000 43 85
29 ‘ 99 113
A N et aam \ 169 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

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

12.03 2.14 ng 86288 Phenanthrene-d10 11.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53

3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50

4 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 37
5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8CI204 1000331-34-4 33

Abundance Scan 1690 (12.027 min): BF103429.D (-1687) (-) m/z 189.00 100.00%
1

5000

165, 11.80 12.00 12.20 12.40

m/z 190.00 98.91%

113 126 139 152

207 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.80 12.00 12.20 12.40
m/z 192_00 45 _79%
27 3950 63 81 || 110122 137150163 175 ||
T T T T T T e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
11.80 12.00 12.20 12.40
m/z 191.00 42 _51%
5000
94
81 163
T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-

11.80 12.00 12.20 12.40
m/z 94.40  30.48%

5000

11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103429.D

Aca On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample : J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.09 ng 155883 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
2 Cvcloeicosane 280 C20H40 000296-56-0 83
3 Cvclohexadecane 224 C16H32 000295-65-8 81
4 17-Pentatriacontene 491 C35H70 006971-40-0 70
5 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 68
Abundance Scan 2003 (13.869 min): BF103429.D (-2001) (-) m/z 226.00 100.00%
26
55
5000
3 139 167 189 207 261 287 314 13.60 13.80 14.00 14.20
S— W22 ettt | M7z 55.00  70.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83

13!60 13.I80 14.IOO 14!20
m/z 57.00 69.34%

5000

‘ 139 167 196 223 252 280
T

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

;

55

83 LINLENLEN LI L L L L L LI
13.60 13.80 14.00 14.20

5000 m/z 43.00 58.46%
29 111

139 168 196 204 252 280

WTWWWTTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane AR EEEEEEEEE
13.60 13.80 14.00 14.20

m/z 83.00 46.32%

;

5000

i

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030518\
Data File : BF103429.D

Acq On : 6 Mar 2018 00:27

Operator : SJ/JU

Sample - J1723-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.12 4.6 ng 192800 1 6.87 833304 20.0
unknown6 .65 6.65 54_.9 ng 2285370 1 6.87 833304 20.0
Tetracosane 10.33 2.1 ng 101012 3 9.92 960138 20.0
Hexadecane 10.80 3.4 ng 137474 4 11.41 804905 20.0
4H-Cyclopenta[def... 12.03 2.1 ng 86288 4 11.41 804905 20.0
5-Eicosene, (E)- 13.87 4.1 ng 155883 5 14.06 761793 20.0
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