LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096425.D

Acq On 2 Jul 2017 19:27

Operator : SJ/MA

Sample : 13950-07 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total

2.281 30 33 38 rvB4 10696 13473 1.44% 0.181%
4.345 379 384 391 rVB3 7877 12825 1.37% 0.172%
486 rVB 40021 42430 4_.53% 0.569%
5.340 549 553 557 rvB 326234 304169 32.44% 4._077%
6.363 723 727 733 rVB 338807 317614 33.87% 4._.257%
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6.498 746 750 758 rVB 394636 320502 34.18% 4._.296%
6.734 786 790 793 rBV 936256 749779 79.96% 10.050%
821 rBVY 294440 257448 27 .46% 3.451%
7.286 879 884 891 rBvV 249181 200040 21.33% 2.681%
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1 7.345 891 894 897 rvB2 16293 13888 1.48% 0.186%
11 8.016 1004 1008 1011 rBV 1211510 937654 100.00% 12.568%
12 8.451 1080 1082 1086 rBV 14981 12435 1.33% 0.167%
13 8.622 1108 1111 1114 rBV 24443 19457 2.08% 0.261%
14 8.728 1124 1129 1132 rVB 26739 22352 2.38% 0.300%
15 8.828 1143 1146 1149 rBvV 19811 16534 1.76% 0.222%
16 9.092 1187 1191 1194 rBV 378185 329819 35.17% 4.421%
17 9.186 1204 1207 1212 rVB2 24783 22002 2.35% 0.295%
18 9.351 1232 1235 1239 rVB3 8524 11653 1.24% 0.156%
19 9.427 1246 1248 1250 rBV 15268 12363 1.32% 0.166%
20 9.480 1254 1257 1260 rBV 51984 41905 4._.47% 0.562%
21 9.627 1278 1282 1284 rBV 17249 16820 1.79% 0.225%
22 9.716 1294 1297 1301 rVB 20276 18736 2.00% 0.251%
23 9.769 1302 1306 1310 rBV 917798 803197 85.66% 10.766%
24 9.969 1338 1340 1344 rBV2 18916 17342 1.85% 0.232%
25 10.210 1379 1381 1386 rVB 23306 19688 2.10% 0.264%
26 10.310 1396 1398 1402 rVB2 16890 11973 1.28% 0.160%
27 10.433 1415 1419 1422 rBV2 11505 15547 1.66% 0.208%
28 10.469 1422 1425 1429 rVB5 7923 11635 1.24% 0.156%
29 10.545 1435 1438 1445 rVB2 144263 138557 14.78% 1.857%
30 10.680 1458 1461 1463 rBV2 31807 36311 3.87% 0.487%
31 11.127 1535 1537 1541 rBvV4 20525 19149 2.04% 0.257%
32 11.245 1553 1557 1560 rBV 847086 734645 78.35% 9.847%
33 11.269 1560 1561 1564 rVvVv 105164 56456 6.02% 0.757%
34 11.321 1567 1570 1572 rVB 37469 30743 3.28% 0.412%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096425.D

Acq On 2 Jul 2017 19:27

Operator : SJ/MA

Sample : 13950-07 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.745 1640 1642 1644 rBV2 15173 14678 1.57% 0.197%
36 11.774 1644 1647 1650 rVB 29482 28863 3.08% 0.387%
37 11.857 1658 1661 1663 rBV2 29569 31076 3.31% 0.417%
38 11.963 1675 1679 1683 rBV5 20080 35547 3.79% 0.476%
39 12.063 1694 1696 1700 rVB5 15730 20148 2.15% 0.270%
40 12.192 1717 1718 1721 rBV3 12861 14325 1.53% 0.192%
41 12.298 1733 1736 1739 rVB3 19402 20409 2.18% 0.274%
42 12.327 1739 1741 1742 rBV2 15370 12801 1.37% 0.172%

43 12.451 1759 1762 1766 rBVY 156560 137028 14.61% 1.837%
44 12.680 1796 1801 1804 rBV 138086 137971 14.71% 1.849%
45 12.827 1823 1826 1833 rVB 268041 242971 25.91% 3.257%

46 13.074 1866 1868 1870 rVB2 25686 19570 2.09% 0.262%
47 13.315 1906 1909 1913 rVB 105571 96874 10.33% 1.298%

48 13.874 2000 2004 2007 rBV 635752 653956 69.74% 8.765%
49 15.286 2241 2244 2248 rBV2 336008 405323 43.23% 5.433%

Sum of corrected areas: 7460681
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096425.D

Acq On 2 Jul 2017 19:27

Operator : SJ/MA

Sample : 13950-07 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096425.D
1200000

1000000 6.73
800000
600000
400000

5.34 6.36

200000

2.28 4.35 4.91 J 35

e e e R

I I
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: BF096425.D
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Abundance TIC: BF096425.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096425.D

Acq On 2 Jul 2017 19:27

Operator : SJ/MA

Sample : 13950-07 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.50 Concentration Rank 1

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

6.50 8.55 ng 320502 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF096425.D (-746) (-) m/z 132.00 100.00%
5000 o8
96 BRI S
40 4q 54 62|| 5 g | 104 6.20 6.40 6.60 6.80
....,...:ll!..:,:...,....,....,....,....,.:..,....,....,'.~..,.. m/z 68.10 36.89%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR LR L S
6.20 6.40 6.60 6.80
0,
31384451 78 m/z 134.00 32.39%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 630
5000 67 m/z 66.00 22.56%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14395: 1,3,5-Trifluorobenzene R Am ma
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .26%
5000
63 81
a7 ga50 57 | 74 | 88 101 112 ‘
wz> 3 M S e 7o 8 8 10 1o 1% To 1k 620 640 6.60 630
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096425.D

Acq On 2 Jul 2017 19:27

Operator : SJ/MA

Sample : 13950-07 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.32 2.96 ng 96874 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Pentanamide 101 C5H11NO 000626-97-1 64
4 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 59
5 Octanamide 143 C8H17NO 000629-01-6 59
Abundance Scan 1910 (13.321 min): BF096425.D (-1906) (-) m/z 59.00 100.00%

50
5000
43

” 84 98 114 134151166 199204 . 230 247960 13.00 13.20 13.40 13.60

SRS | I 1 S THY m/z 72.05 44.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41

13.00 13.20 13.40 13.60
m/z 43.00 33.81%

81
9112126140154 170184198 221 238 264 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R e e A REaE
13.00 13.20 13.40 13.60
5000 m/z 41.00 33.51%
43
28 86100114128 149 170184198 227
Wmmmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4064 Pentanamide B BAREEEREEE T
59 13.00 13.20 13.40 13.60
m/z 57.00 24 .98%
5000 a4
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1300 1320 1340 1360
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096425.D

Acq On 2 Jul 2017 19:27

Operator : SJ/MA

Sample : 13950-07 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
unknown6 .50 6.50 8.6 ng 320502 1 6.73 749779 20.0
9-Octadecenamide, ... 13.32 3.0 ng 96874 5 13.87 653956 20.0
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