LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 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-BF020318.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 2.193 11 18 27 rVB 492619 688675 13.73% 1.507%
2 5.122 513 516 525 rVB 148727 190020 3.79% 0.416%
3 5.504 572 581 584 rBVY 4655391 5014374 100.00% 10.974%
4 6.510 746 752 763 rBVY 4262683 4985621 99.43% 10.911%
5 6.651 771 776 780 rBVY 4509331 4760585 94.94% 10.418%
6 6.881 811 815 819 rVB 1530831 1244531 24.82% 2.724%
7 7.040 838 842 845 rVB 3789510 3310173 66.01% 7.244%
8 7.445 905 911 914 rBVY 3048863 2965428 59.14% 6.490%
9 8.163 1029 1033 1039 rBvV 1819069 1624730 32.40% 3.556%
10 9.239 1211 1216 1219 rBVY 4057114 3560030 71.00% 7.791%
11 9.316 1226 1229 1231 rBV 69569 55493 1.11% 0.121%
12 9.575 1266 1273 1279 rBv4 31517 54837 1.09% 0.120%

13 9.628 1279 1282 1285 rBV 418412 371854 7.42% 0.814%
14 9.845 1311 1319 1322 rBV 199851 174887 3.49% 0.383%
15 9.922 1328 1332 1335 rBV 1697910 1467701 29.27% 3.212%

16 9.951 1335 1337 1340 rVB 64986 51415 1.03% 0.113%
17 10.163 1370 1373 1378 rVB3 48597 50646 1.01% 0.111%
18 10.345 1401 1404 1407 rVB 238287 184408 3.68% 0.404%
19 10.469 1421 1425 1429 rVB 51502 57732 1.15% 0.126%
20 10.563 1437 1441 1444 rBV 59669 83067 1.66% 0.182%

21 10.710 1460 1466 1469 rBV 2047823 1958095 39.05% 4._.285%
22 10.816 1481 1484 1486 rBV 191210 187491 3.74% 0.410%
23 10.833 1486 1487 1490 rVvVv 162164 82726 1.65% 0.181%
24 10.886 1493 1496 1498 rBV 227703 203818 4._.06% 0.446%
25 10.916 1498 1501 1504 rVvv2 197811 232569 4.64% 0.509%

26 10.951 1504 1507 1509 rvVv 220762 190858 3.81% 0.418%
27 10.975 1509 1511 1514 rVvVv 149376 117011 2.33% 0.256%
28 11.016 1514 1518 1520 rVV 106915 156366 3.12% 0.342%
29 11.063 1523 1526 1530 rVV3 211078 239709 4.78% 0.525%
30 11.098 1530 1532 1535 rVV 246971 215957 4_.31% 0.473%

31 11.139 1537 1539 1549 rVB 144333 146700 2.93% 0.321%
32 11.263 1555 1560 1562 rBV 114697 100844 2.01% 0.221%
33 11.298 1562 1566 1571 rVB3 45215 74534 1.49% 0.163%
34 11.410 1581 1585 1587 rBV 1160482 1151338 22.96% 2.520%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.427 1587 1588 1592 rVV 418847 326300 6.51% 0.714%

36 11.480 1594 1597 1600 rVB 119824 100992 2.01% 0.221%

37 11.633 1617 1623 1630 rBV2 40831 68963 1.38% 0.151%
38 11.692 1630 1633 1638 rBV2 47562 50663 1.01% 0.111%
39 11.910 1666 1670 1671 rBV 57831 58096 1.16% 0.127%

40 11.933 1671 1674 1678 rVB2 91692 117740 2.35% 0.258%

41 12.022 1685 1689 1691 rBV2 93395 101545 2.03% 0.222%
42 12.457 1756 1763 1766 rBV2 47322 66437 1.32% 0.145%
43 12.621 1787 1791 1794 rVB 599050 559343 11.15% 1.224%
44 12.845 1824 1829 1836 rBVY 525643 683597 13.63% 1.496%
45 12.992 1847 1854 1857 rBV 2743090 2528367 50.42% 5.533%

46 13.069 1862 1867 1870 rBV3 40722 67147 1.34% 0.147%
47 13.174 1883 1885 1888 rVB 77712 65794 1.31% 0.144%
48 13.245 1894 1897 1899 rBV 57825 57699 1.15% 0.126%
49 13.280 1899 1903 1905 rVv2 53989 54262 1.08% 0.119%
50 13.680 1968 1971 1975 rVB 49791 57486 1.15% 0.126%
51 13.792 1986 1990 1993 rBV2 53763 77026 1.54% 0.169%

52 13.874 2001 2004 2009 rVB2 196726 206472 4.12% 0.452%
53 14.045 2025 2033 2036 rBV2 1282700 1555622 31.02% 3.404%
54 14.068 2036 2037 2045 rVB 301422 244495 4._.88% 0.535%
55 14.151 2048 2051 2053 rVB2 61247 61660 1.23% 0.135%

56 14.663 2135 2138 2145 rBV 330048 333698 6.65% 0.730%
57 15.086 2206 2210 2214 rBV 258982 410648 8.19% 0.899%
58 15.157 2220 2222 2225 rVB2 65112 58097 1.16% 0.127%
59 15.398 2260 2263 2269 rVB 142652 170753 3.41% 0.374%
60 15.462 2270 2274 2279 rVV 187864 249366 4._.97% 0.546%

61 15.527 2280 2285 2295 rVB 771596 1145404 22.84% 2.507%
62 15.986 2360 2363 2368 rVB 98354 139866 2.79% 0.306%
63 17.015 2533 2538 2543 rBV3 68856 122597 2.44% 0.268%

Sum of corrected areas: 45694358
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LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF020618\

6 Feb 2018 18:02

Data Path :

Data File : BF102790.D
Aca On :

Operator : SJ/JU
Sample : J1457-01
Misc :

ALS Vial : 20

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.19 11.07 ng 688675 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 18 (2.193 min): BF102790.D (-11) (-) m/z 72.95 100.00%
7B
5000 43 {&
55
87
36, 2.20 2.30 2.40 2.50 2.60
Obrrrprrrrrrrrr oSl b el e e e || M7z 43.00  43.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.62%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 - m/z 87.10 23.75%
43
27
0 15 63 83 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 2.20 2.30 2.40 2.50 2.60
87 m/z 40.95 14.62%
5000 41 55
29 ‘
o L \‘\ Loesll s | o7 12 19
m/z--> 10 20 30 40 50 60 70 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:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 11

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

5.12 3.05 ng 190020 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 45
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 516 (5.122 min): BF102790.D (-513) (-) m/z 43.00 100.00%
43
59
5000
| 83 1c|)1 007 4.80 500 5.20 5.40
O I s e o e R R Eh m/z 59.00 57 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S R LR
4.80 500 5.20 5.40
59 m/z 101.00 16.08%
2\7\ Il H 70 83 1o
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
i %9 AR S R LR
4.80 500 5.20 5.40
5000 m/z 57.95 15.20%
129
0 15 27 70 86 114
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- S EEmeEEsTSEET RS
59 480 500 5.20 5.40
m/z 41.00 7.02%
5000
a1 101
0"}?|?Z“'JU"H“i'7}'??"'|""|""|" U N S SR SRR SRS R LR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 3 unknown6.65 Concentration Rank 1

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

6.65 76 .50 ng 4760590 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF102790.D (-771) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 640 6.60 6.80 7.00
0 Th our N m/z 68.00 40.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S A AR RS RN
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 33.09%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 26.99%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e T
57 132 6.40 6.60 6.80 7.00
24 m/z 68.95 15.83%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SRS § Y | N—
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 5 Hexadecane Concentration Rank 18

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

9.85 2.38 ng 174887 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 83
3 Pentadecane 212 C15H32 000629-62-9 80
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1320 (9.851 min): BF102790.D (-1311) (-) m/z 57.00 100.00%
57
5000
85
4
\ U3 141 9.60 9.80 10.00 10.20
Ob et ey M et e e e e m/z 43.00 63.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 R R UL UL B
g5 9.60 9.80 10. oo 10 20
4 m/z 71.05 51.07%
o 2# | 113 141 169184 226
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
9.60 9.80 10.00 10.20
5000 85 m/z 85.05 34.77%
41
o 13, 155 183 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71396: Pentadecane
57 9.60 9.80 10.00 10.20
m/z 41.00 23.90%
85
5000 4
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 140 160 180 200 220 240 2('30 280 3(')0 9. 530 9. 80 10. oo 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 7 Heptadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.82 3.26 ng 187491 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1485 (10.822 min): BF102790.D (-1481) (-) m/z 57.00 100.00%
g7
43
5000
99 113 157 169 10,60 10.80 11.00 11.20
o L1 A m/z 43.00 65.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57
43 71
5000 85 LRI BN BN SR S
10,60 10.80 11.00 11.20
- % m/z 71.10 56.76%
ob1s T | 113127 141 155 169 183 197 211 240
m/z--> 20 Jo 60 80 160 120 150 1éo 1éo 200 220 240
Abundance
57
43 U N RN B
71 10.60 10.80 11.00 11.20
5000 g5 m/z 85.00 36.91%
29 99
ol 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane T T T
43 57 10.60 10.80 11.00 11.20
m/z 41.00 25.62%
5000 n
85
29
0 | | 9911317 141155 160183197 __ 226
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 9 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.92 4.04 ng 232569 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-d)pvrimidine-2.4-._.. 149 C6H7N5 1000244-21-4 53
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 43
3 Acetamide. N-(2-methviphenvl)- 149 C9H11NO 000120-66-1 43
4 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 38
5 Pyridine-3-carbonitrile, 1,2-dih... 191 C9HI9N302 220098-92-0 38
Abundance Scan 1502 (10.922 min): BF102790.D (-1498) (-) m/z 135.00 100.00%
135
5000
107
41 ‘nl o 10.60 10.80 11.00 11.20
55 nn 77 91 191 . . . .
0 ...,....,"...'.,‘?‘?..',..'..,.'...,|...~!,..|~..,1.6.7.. 20 Tm/z 107.00  31.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149
5000
107 10.60 10.80 11.00 11.20
m/z 149.05 20.14%
80 132
0 ..%z.%S..?%.:M, i [ W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
10.60 10.80 11.00 11.20
5000 m/z 121.00 14 .36%
149
43 77
oL 15 27 54 65 o1 120132
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23633: Acetamide, N-(2-methylphenyl)-
107 10.60 10.80 11.00 11.20
m/z 136.00 10.39%
5000 149
43
77
0 27 | 54 65 ‘H 9\1 Wl 120 134 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 10 Phenol, p-tert-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.95 3.32 ng 190858 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 58
2 Hexestrol. O-heptafluorobutvrvl- 466 C22H21F703 1000365-31-9 50
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 50
4 Benzaldehvde diethvlacetal 180 C11H1602 000774-48-1 50
5 1-n-butyladamantane 192 C14H24 014449-41-3 38
Abundance Scan 1507 (10.951 min): BF102790.D (-1504) (-) m/z 135.00 100.00%
135
5000 107
41
| 77 163 191 220 10.60 10.80 11.00 11.20
Ot bl m/z 121.00 64.73%
m/z--> 50 100 150 200 250 300 350
Abundance #23714: Phenol, p-tert-butyl-
135
5000
107 10.60 10.80 11.00 11.20
4l ‘ m/z 149.05 57.41%
77
0--“ti*W“JM-H--l----u---- U SO DU
m/z--> 50 100 150 200 250 300 350
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 107.00 51.17%
107
o 41 69 169 211 272 303 330 395
m/z--> 50 100 150 200 250 300 350 '
Abundance #23711: Phenol, m-tert-butyl-
135 10.60 10.80 11.00 11.20
m/z 41.00 15.62%
5000
107
41
15 | 77\
L I L L L (UL S LR NN UL BN
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 11 4-Ethoxybenzhydrazide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.97 2.03 ng 117011 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethoxvbenzhvdrazide 180 C9H12N202 058586-81-5 53
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 43
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
4 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 35
5 2-t-Butyl-5-[hydroxy-(2,4,6-trim... 306 C18H2604 092572-63-9 35
Abundance Scan 1510 (10.969 min): BF102790.D (-1509) (-) m/z 149.10 100.00%
57 121 149
107
5000
h ‘ 77 91| | 134 169 191 10.60 10.80 11.00 11.20
b et b il T L Tm/z 121.00 0 93.67%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #46158: 4-Ethoxybenzhydrazide
121 149
5000
10.60 10.80 11.00 11.20
65 93 m/z 57.00 85.72%
39 180
0 4 2\7\ . 58 H‘ i \‘ 105 | | 165 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
10.60 10.80 11.00 11.20
5000 m/z 107.00 63.87%
149
43 77
0 15 27 65 91 120132
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty)-
149 10.60 10.80 11.00 11.20
m/z 55.00 33.39%
5000
a1 121
0 L Of 7791 109 1133 | 453 g 207220
m/z--> 0 20 40 60 80 160 120 150 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 13 Acetamide, N-(3-methylphenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.06 4.16 ng 239709 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 64

1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 64
3 Benzene. 1-butvl-4-methoxv- 164 C11H160 018272-84-9 49
4 Phenol. 2-(1.1-dimethvlethvI)-3-... 164 C11H160 013037-79-1 38
5 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 35
Abundance Scan 1526 (11.063 min): BF102790.D (-1523) (-) m/z 149.05 100.00%
107 149
5000 121
41 55 65 77 91 1:75 1(|33 177 I I:I_68IOI I].;I.OIOI IZI.;I.ZIOI IZI.;|.4I0I i
Obererrprreevrrr ey etorprrbrrrerirs byttt | M/Z 107.00  83. 10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #23637: Acetamide, Né(S—methyIphenyI)—
107
5000 149
10.80 11.00 11.20 11.40
43 m/z 121.00 40.01%
m/z--> 20 30 40 5'0 60 70 8|0 9'0 100 110 120 130 140 150 160 170 180
Abundance
107
10.80 11.00 11.20 11.40
5000 m/z 135.00 15.45%
43
) 53 66 79 g 17 134 19
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33613: Benzene, 1-butyl-4-methoxy-
149 10.80 11.00 11.20 11.40
m/z 163.05 14.37%
5000
121 164
Ok ...l ””\ NN N ...‘. SRS FOTPRRNETEIY N NSIOUR PRSP N | A N —
m/z--> 20 30 40 5'0 60 70 80 90 100110 150 13'0 140 150 160 170 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 15 Benzene, 1l-isocyanato-2-met... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.14 2.55 ng 146700 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-isocvanato-2-methoxv- 149 C8H7NO2 000700-87-8 50
2 Phthalic acid. butvl 2.7-dimethyv... 356 C22H2804 1000315-49-0 47
3 Phthalic acid. 2.7-dimethvloct-7... 370 C23H3004 1000315-49-1 47
4 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 43
5 Phthalic acid, propyl octadecyl ... 460 C29H4804 1000308-96-7 43
Abundance Scan 1539 (11.139 min): BF102790.D (-1537) (-) m/z 149.10 100.00%
149
5000 107 M
¥ 10.80 11.00 11.20 11.40
77 196 : . . .
Ol d A3 Y 09 0220 "m/z 107.00  49.39%
m/z--> 50 100 150 200 250 300 350
Abundance #23540: Benzene, 1-isocyanato-2-methoxy-
149
5000 120
10.80 11.00 11.20 11.40
51 8 m/z 55.00 17.94%
27 | ‘
R W L WL WL WL U
m/z--> 50 100 150 200 250 300 350
Abundance
149
10.80 11.00 11.20 11.40
5000 m/z 150.05 10.04%
oL 465 91 19 a6 205 957 313 356
m/z--> 50 100 150 200 250 300 350
Abundance #197100: Phthalic acid, 2,7-dimethyloct-7-en-5-yn-4-yl pen...
149 10.80 11.00 11.20 11.40
m/z 43.00 9.98%
5000
o 43 7191 19 g 219 o5y 327 370
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 16 Anthracene, 1l-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.05 ng 117740 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 89
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
Abundance Scan 1673 (11.927 min): BF102790.D (-1671) (-) m/z 57.00 100.00%
43 57 73
5000
11,60 11.80 12,00 12.20
0 m/z 73.00 89.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54740: Anthracene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
82 o 165 m/z 43.00 86.95%
ol 18 39 63 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11,60 11.80 12,00 12.20
5000 m/z 60.00 84 .94%
04 165
o 27 50 63 76 115 139152 = 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
192 11.60 11.80 12.00 12.20
m/z 55.00 66.53%
5000
96
o 115 139152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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

Concentration Rank 14

Peak Number 17 1-Heneicosyl formate

R.T. EstConc Area Relative to ISTD R.T.
13.87 2.65 ng 206472 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosvl formate
2 Octacosanol

3 10-Heneicosene (c.t)
4 11-Tricosene

5 n-Tetracosanol-

340 C22H4402
410 C28H580
294 C21H42
322 C23H46
354 C24H500

077899-03-7 87
000557-61-9 87
095008-11-0 87
052078-56-5 83
000506-51-4 81

Abundance Scan 2003 (13.868 min): BF102790.D (-2001) (-) m/z 55.00 100.00%
55
5000 MAﬁMrnwmmﬁmwwAhvuAﬂkanMMAw
LA s
324 13.60 13.80 14.00 14.20
ol m/z 57.00 99.67%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57
5000 LA L L L L L LB
13 60 13. 80 14. 00 14 20
m/z 83.10 92 .55%
0 ‘ “ ‘ ‘\ ‘\ \\ h Il 167 196 222 266 29\4 322
—— T L
m/z--> 50 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 43.00 91.66%
125
29
0 77 153 181 209 236 264 292 322 364 392
S B a2 e AT e S R s
m/z--> 50 100 150 200 250 300 350
Abundance #139793: 10-Heneicosene (c,t) AR EEEEEEEEE
55 13.60 13.80 14.00 14.20
83 m/z 41.00 71.21%
5000
i n WWAWMMmeV\WAMﬂ/LWaﬂmmmju
139
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 18 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.66 4.29 ng 333698 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 50
2 Diisooctvl phthalate 390 C24H3804 000131-20-4 22
3 Cvclohexanamine. N-methvl- 113 C7H15N 000100-60-7 22
4 5-Chloropentanoic acid. 2-ethvlh... 248 C13H25CI102 1000293-48-9 22
5 3-Chloropropionic acid, 2-ethylh... 220 C11H21Cl02 091369-31-2 16
Abundance Scan 2138 (14.663 min): BF102790.D (-2135) (-) m/z 70.05 100.00%
70
149
5000 112
167 261

14.40 14.60 14.80 15.00

. " hgql | | 187208 237 ‘ 280299 327
B A e B S

B m/z 149.00 54 _.29%
m/z--> 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este

]

70
112
149167 261

5000 LA L L L L L
14.40 14.60 14.80 15.00
279 m/z 57.00 41.62%
0 4 \‘93‘\ M .| 189 232 | “ 304 333 361
I L B e e e B I e o e e e B T
m/z--> 50 100 150 200 250 300 350
Abundance
149
R S REEmE s
14.40 14.60 14.80 15.00
5000 m/z 112.05 39.73%
57 167
83
29 104122 279

:

O e e e L s e s o e e . e o s e o e L B

m/z--> 50 100 150 200 250 300 350

Abundance #7008: Cyclohexanamine, N-methyl- R e B e e A B ]
70 14.40 14.60 14.80 15.00

m/z 261.10 30.61%

5000

113
42
.94 ]

e L

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102790.D

Aca On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample : J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 20 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.44 ng 139866 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 89
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2364 (15.992 min): BF102790.D (-2360) (-) m/z 57.00 100.00%
g7
5000 85
13 15,60 15.80 16.00 16.20 16.40
141 183 206
ol 4 ,I. A B 165183 200 238288279299 32331 | S0 0 00 62 36%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DU B B B
mmmmmmmmmm
m/z 43.00 61.11%
29 113
0 \‘ ‘L ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> éo 160 1éo 200 2éo 300 3éo
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 85.00 44 .00%
. 29 113 141 169 197 995 254
m/z--> o 'éo" ' 160" "150" "200" "250" "300" "350
Abundance #105903: Hexadecane, 7,9-dimethyl- A B R e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 18.75%
5000 85
155
A A T
m/z--> % @ 50 200 250 300 3% mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020618\
Data File : BF102790.D

Acq On : 6 Feb 2018 18:02

Operator : SJ/JU

Sample - J1457-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.19 11.1 ng 688675 1 6.88 1244530 20.0
2-Pentanone, 4-hy... 5.12 3.0 ng 190020 1 6.88 1244530 20.0
unknown6 .65 6.65 76.5 ng 4760590 1 6.88 1244530 20.0
Hexadecane 9.85 2.4 ng 174887 3 9.92 1467700 20.0
Heptadecane 10.82 3.3 ng 187491 4 11.41 1151340 20.0
5H-Pyrrolo(3,2-d)... 10.92 4.0 ng 232569 4 11.41 1151340 20.0
Phenol, p-tert-bu... 10.95 3.3 ng 190858 4 11.41 1151340 20.0
4-Ethoxybenzhydra... 10.97 2.0 ng 117011 4 11.41 1151340 20.0
Acetamide, N-(3-m... 11.06 4.2 ng 239709 4 11.41 1151340 20.0
Benzene, l-isocya... 11.14 2.5 ng 146700 4 11.41 1151340 20.0
Anthracene, 1-met... 11.93 2.0 ng 117740 4 11.41 1151340 20.0
1-Heneicosyl formate 13.87 2.6 ng 206472 5 14.04 1555620 20.0
1,3-Benzenedicarb... 14.66 4.3 ng 333698 5 14.04 1555620 20.0
Heneicosane 15.99 2.4 ng 139866 6 15.53 1145400 20.0
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