LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .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 3.781 284 288 292 rBV4 8870 13504 1.14% 0.091%
2 4.322 376 380 389 rVB 291316 343509 28.90% 2.316%
3 4 _.957 484 488 498 rVB 788768 785250 66.07% 5.295%
4 5.380 556 560 563 rVB 870135 825387 69.44% 5.566%
5 6.392 728 732 741 rVB 1286241 1188577 100.00% 8.015%
6 6.533 753 756 760 rBVY 1064610 998525 84.01% 6.734%
7 6.769 793 796 800 rBV 941242 869778 73.18% 5.865%
8 6.833 804 807 813 rBV 15455 16907 1.42% 0.114%
9 6.927 819 823 826 rBVY 1113367 893489 75.17% 6.025%
10 7.327 886 891 894 rBV 762318 698911 58.80% 4_.713%
11 7.380 897 900 903 rvv2 15698 14636 1.23% 0.099%
12 7.416 903 906 912 rVB3 14773 15316 1.29% 0.103%
13 8.051 1010 1014 1017 rBV 1234127 1084105 91.21% 7.311%
14 8.486 1085 1088 1093 rVB 14094 14437 1.21% 0.097%
15 8.657 1114 1117 1119 rBV 21196 19565 1.65% 0.132%
16 8.686 1119 1122 1124 rVB2 29787 24951 2.10% 0.168%
17 8.763 1132 1135 1140 rVB 28665 27701 2.33% 0.187%
18 8.863 1150 1152 1156 rBV 17489 14787 1.24% 0.100%
19 9.127 1193 1197 1200 rBVY 1390039 1090370 91.74% 7.353%
20 9.221 1209 1213 1217 rBvV2 25547 27728 2.33% 0.187%
21 9.398 1238 1243 1249 rBV6 8808 17407 1.46% 0.117%
22 9.468 1251 1255 1257 rBvV2 16814 17035 1.43% 0.115%
23 9.521 1261 1264 1266 rBV 181843 149836 12.61% 1.010%
24 9.663 1285 1288 1291 rVB 20346 15846 1.33% 0.107%
25 9.751 1300 1303 1305 rVB 29942 21448 1.80% 0.145%
26 9.804 1307 1312 1316 rBv 1020581 889302 74.82% 5.997%
27 10.010 1344 1347 1350 rVB 27780 22017 1.85% 0.148%
28 10.086 1355 1360 1365 rBV 15551 26168 2.20% 0.176%
29 10.251 1384 1388 1391 rVB 30163 27475 2.31% 0.185%
30 10.351 1403 1405 1407 rBvV2 20132 14828 1.25% 0.100%
31 10.468 1420 1425 1430 rBV3 16479 22551 1.90% 0.152%
32 10.586 1441 1445 1449 rBV 207053 166916 14.04% 1.126%
33 10.721 1464 1468 1469 rBV 43450 36042 3.03% 0.243%
34 10.733 1469 1470 1474 rVB 30016 24951 2.10% 0.168%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.086 1528 1530 1536 rVB6 13179 18403 1.55% 0.124%
36 11.139 1536 1539 1542 rBV5 10963 15195 1.28% 0.102%
37 11.168 1542 1544 1547 rVV2 32718 33449 2.81% 0.226%
38 11.198 1547 1549 1553 rVB4 17098 16312 1.37% 0.110%
39 11.245 1553 1557 1560 rBV3 10408 14589 1.23% 0.098%

40 11.286 1560 1564 1566 rVV 946410 776372 65.32% 5.235%

41 11.310 1566 1568 1571 rVV 129639 101743 8.56% 0.686%

42 11.357 1573 1576 1580 rVB 57952 52845 4._.45% 0.356%
43 11.515 1600 1603 1606 rBV2 15770 19405 1.63% 0.131%
44 11.592 1613 1616 1619 rBV2 21047 24716 2.08% 0.167%
45 11.786 1646 1649 1651 rBV2 22919 18622 1.57% 0.126%
46 11.815 1651 1654 1659 rVB2 62128 52974 4._46% 0.357%
47 11.898 1664 1668 1670 rBV3 35190 41124 3.46% 0.277%
48 11.998 1683 1685 1688 rBV3 14825 13976 1.18% 0.094%
49 12.080 1696 1699 1701 rBV2 14322 17196 1.45% 0.116%
50 12.339 1740 1743 1747 rBvV4 26136 27029 2.27% 0.182%
51 12.386 1749 1751 1754 rVV3 22573 21280 1.79% 0.144%
52 12.415 1754 1756 1761 rVV6 11652 17855 1.50% 0.120%

53 12.492 1766 1769 1773 rVV 208332 178652 15.03% 1.205%
54 12.721 1802 1808 1811 rBV 200605 236049 19.86% 1.592%
55 12.868 1829 1833 1839 rVB 1054958 893363 75.16% 6.024%

56 13.115 1873 1875 1878 rVB2 37049 29990 2.52% 0.202%
57 13.568 1950 1952 1955 rVB3 61517 56793 4.78% 0.383%
58 13.774 1984 1987 1993 rVB3 100549 138081 11.62% 0.931%
59 13.915 2007 2011 2014 rBV 948217 975262 82.05% 6.577%
60 14.221 2061 2063 2067 rVB4 79646 65211 5.49% 0.440%

61 14.674 2138 2140 2143 rBV 89132 79782 6.71% 0.538%
62 15.345 2250 2254 2258 rVB 402203 473531 39.84% 3.193%

Sum of corrected areas: 14829054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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: BF096315.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.32 7.90 ng 343509 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80

Abundance Scan 380 (4.322 min): BF096315.D (-376) (-) m/z 55.00 100.00%
58.0 831
5000 43.0
98.1
| | ea . 4.00 420 440 460
R e e e e e L e m/z 83.10 82.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L L UL I
20,0 430 98.0 400 420 440 460
' m/z 43.00 45_.78%
“|"“|"“|"Jiu'“iw'“l'§iq"“l'l“l"“W"“l"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
55.0
83.0 IS NAREE SRR R AR
4.00 4.20 4.40 4.60
5000 41.0 m/z 98.10 30.79%
270 98.0
15.0 69.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3363: 2-Pentene, 2,4-dimethyl- T e R
58.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 27 .69%
5000 41.0
98.0
27.0
15.0 ‘ ‘ 67.0
'W'””I'”'I”'*“M'W“MLI'“MP"W'l”I'”'I”"P"W SN SR LR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 18.06 ng 785250 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 489 (4.963 min): BF096315.D (-484) (-) m/z 42.95 100.00%
43.0
59.0
5000
I e 5o 4k 500 520
et e e e e m/z 59.00 52.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LN L IR B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 15.73%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 14 .38%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester SNBSS B S o
54.0 460 4.80 5.00 5.20
m/z 41.00 7.62%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l AR AR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.53 Concentration Rank 1

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

6.53 22.96 ng 998525 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 755 (6.527 min): BF096315.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.0
490 540 || o1s %l'l 6.20 640 6.60 6.80
R[S M 7| RESHOSR ./ U N TP | M m/z 68.00 45.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SESUEBEARBERAERE SRR
620 6.40 6.60 6.80
310 510 ‘ m/z 134.00 30.41%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.57%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L B IR B |
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.37%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.83 ng 138081 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 1-Octadecene 252 C18H36 000112-88-9 62
3 Cvclooctane. 1.2-diethvl- 168 C12H24 023609-46-3 60
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 Cyclotetracosane 336 C24H48 000297-03-0 55
Abundance Scan 1986 (13.768 min): BF096315.D (-1984) (-) m/z 43.00 100.00%
43.0 97.1
5000
156.1181.9 215.1 265.2293.2 330.1 13.40 13.60 13.80 14.00
g m/z 55.00 96.79%
m/z--> 50 100 150 200 250 300
Abundance #151537: 1-Docosene
57.0 97.0
5000 13.40 13.60 13.80 14.00
29.0 125.01530 308.0 m/z 57.10 94 _.92%
—r ‘:‘ I\‘ : “:‘ "H‘l I‘\ I\“\I \‘lw I\h .I “38}?“2'0?(? 2I38IO : ?8?9 L ——
m/z--> 50 100 150 200 250 300
Abundance
57.0
83.0 NN SRR
13.40 13.60 13.80 14.00
5000 m/z 97.10 87 .46%
29.0 111.0
139.0 168.0 196.0 224.0 252.0
m/z--> 55 160 1%0 260 250 360
Abundance #36801: Cyclooctane, 1,2-diethyl- A BT o e
55.0 83.0 13.40 13.60 13.80 14.00
m/z 83.10 85.35%
5000
23.0 139.0
O | 1es0
miz--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096315.D

Aca On : 30 Jun 2017 2:06

Operator : SJ/MA

Sample : 13882-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 13-Docosenamide, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.67 3.37 ng 79782 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 74
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 68
3 Octadecanamide 283 C18H37NO 000124-26-5 60
4 Dodecanamide 199 C12H25N0 001120-16-7 49
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 47

Abundance Scan 2139 (14.668 min): BF096315.D (-2138) (-) m/z 59.00 100.00%

.0

5000
96.1

126.0 1822 341253702 14.40 14.60 14.80 15.00

m/z 72.00 48.05%

213.1 267.1296.1

m/z--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (2)-
59.0
5000 LA L L L L L L
137.0 14.40 14.60 14.80 15.00
‘ 970 ‘ m/z 55.00 45 _47%
' 337.0
LW asso a0 2ee0 O
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
AR EEEEE RS
14.40 14.60 14.80 15.00
5000 m/z 43.05 42 .80%
29.0 1140 1540184.0 220.0 252.0201°
s e e
m/z--> 50 100 150 200 250 300 350
Abundance #130205: Octadecanamide AR EEEEE RS
59.0 14.40 14.60 14.80 15.00
m/z 41.00 37.10%
5000
29.0 0001280 17001980 240.0 283.0
"t AR EEEEE RS
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF062917\

BF096315.D

30 Jun 2017 2:06

SJ/MA

13882-14

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

3-Penten-2-one,

2-Pentanone, 4-hy...

unknown6.53
1-Docosene

13-Docosenamide,

4... 4.32 7.9 ng
4.96 18.1 ng

6.53 23.0 ng

13.77 2.8 ng

... 14.67 3.4 ng

8270-BF062717_.M Fri Jun 30 20:28:04 2017

RT EstConc Units Response

343509
785250
998525
138081

79782

|--Internal Standard---|
| # RT Resp Conc]

869778 20.0
869778
869778 20.0
975262 20.0
473531 20.0
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