LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\

Data File : BF096262.D

Aca On : 28 Jun 2017 21:09 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22Ie : 13852-15 5X el

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 2.222 21 23 31 rvB5 20134 28651 2.51% 0.216%
2 2.334 39 42 49 rVB3 51513 80298 7 .05% 0.605%
3 4.334 377 382 388 rBV2 19887 26231 2.30% 0.198%
4 4.963 486 489 495 rVB 277838 267919 23.51% 2.018%
5 5.387 557 561 565 rVB 713845 594047 52.13% 4_475%
6 6.069 674 677 681 rVB 97260 86425 7.58% 0.651%
7 6.404 730 734 737 rBVY 1150173 880978 77.31% 6.636%
8 6.545 755 758 762 rVB 952465 787245 69.09% 5.930%
9 6.781 795 798 802 rBVY 1035236 872816 76.60% 6.575%
10 6.845 806 809 814 rBV2 23142 24830 2.18% 0.187%

11 6.940 821 825 828 rVB 836031 667405 58.57% 5.027%
12 7.334 888 892 895 rBvV 612187 501590 44.02% 3.778%

13 7.392 900 902 905 rVvB 25553 19605 1.72% 0.148%
14 7.751 960 963 968 rVB3 22232 19924 1.75% 0.150%
15 8.063 1012 1016 1020 rBV 1408424 1139520 100.00% 8.584%
16 8.498 1087 1090 1095 rBV2 14049 15818 1.39% 0.119%
17 8.669 1116 1119 1121 rBV 37639 30390 2.67% 0.229%
18 8.775 1133 1137 1140 rBV3 20747 22683 1.99% 0.171%
19 8.875 1151 1154 1159 rVB3 20237 23794 2.09% 0.179%
20 9.098 1190 1192 1195 rVB2 19220 15420 1.35% 0.116%
21 9.139 1195 1199 1202 rBV 1042202 849710 74.57% 6.401%
22 9.233 1212 1215 1220 rVB2 48969 46095 4._05% 0.347%
23 9.398 1237 1243 1244 rBV5 16325 16780 1.47% 0.126%
24 9.475 1251 1256 1259 rBV3 22534 25083 2.20% 0.189%
25 9.528 1263 1265 1268 rBV 98720 77931 6.84% 0.587%
26 9.763 1302 1305 1309 rVB 59337 52170 4._.58% 0.393%
27 9.816 1310 1314 1318 rBV 1229822 1023986 89.86% 7.713%
28 9.916 1329 1331 1337 rVB6 8901 15420 1.35% 0.116%
29 10.022 1346 1349 1351 rVB2 23004 21159 1.86% 0.159%
30 10.257 1386 1389 1392 rVB 79398 65672 5.76% 0.495%
31 10.480 1423 1427 1431 rBV 26553 28802 2.53% 0.217%
32 10.592 1444 1446 1451 rVB2 61863 56017 4.92% 0.422%
33 10.728 1466 1469 1471 rBV 80639 80233 7.04% 0.604%
34 10.822 1481 1485 1488 rVB6 12356 17346 1.52% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF062817\

Data File : BF096262.D

Aca On - 28 Jun 2017 21:09 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

a?ggle : 13852-15 5X el

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 10.963 1506 1509 1512 rVB4 16919 15299 1.34% 0.115%
36 11.175 1542 1545 1548 rBV 60808 58234 5.11% 0.439%
37 11.210 1548 1551 1557 rVB 39893 39947 3.51% 0.301%
38 11.292 1562 1565 1568 rBV 1057854 947807 83.18% 7.140%
39 11.316 1568 1569 1572 rVB 125132 82448 7.24% 0.621%
40 11.369 1572 1578 1580 rVB2 41290 48670 4.27% 0.367%
41 11.410 1580 1585 1587 rBV6 8755 14393 1.26% 0.108%
42 11.522 1601 1604 1607 rBV2 14482 15889 1.39% 0.120%
43 11.604 1614 1618 1620 rBVY 61821 50329 4.42% 0.379%
44 11.798 1648 1651 1653 rBVY 17165 18319 1.61% 0.138%
45 11.827 1653 1656 1660 rVB2 46919 44908 3.94% 0.338%
46 11.904 1666 1669 1671 rBV2 32171 33270 2.92% 0.251%
47 11.927 1671 1673 1679 rVB5 26620 31581 2.77% 0.238%
48 11.986 1679 1683 1685 rBVY 55150 56707 4.98% 0.427%
49 12.010 1685 1687 1689 rVB 55180 40159 3.52% 0.303%
50 12.245 1721 1727 1729 rBV7 15821 34329 3.01% 0.259%
51 12.292 1733 1735 1738 rVB3 24700 21796 1.91% 0.164%
52 12.345 1742 1744 1747 rVB3 24731 21735 1.91% 0.164%
53 12.398 1751 1753 1756 rVB2 63336 51135 4._.49% 0.385%

54 12.504 1768 1771 1774 rVB 178390 153114 13.44% 1.153%
55 12.727 1805 1809 1812 rBV 140959 152632 13.39% 1.150%

56 12.769 1814 1816 1818 rVB 55966 42800 3.76% 0.322%
57 12.874 1831 1834 1838 rBV 843459 789129 69.25% 5.944%
58 13.127 1874 1877 1880 rBV 72507 71683 6.29% 0.540%
59 13.469 1932 1935 1939 rBV 91463 95322 8.37% 0.718%

60 13.927 2009 2013 2016 rBV 1053158 1035153 90.84% 7.798%

61 14.110 2042 2044 2047 rVB 129451 104065 9.13% 0.784%
62 14.416 2094 2096 2100 rVB 119617 88802 7.79% 0.669%
63 15.357 2252 2256 2260 rVB 533377 633759 55.62% 4.774%

Sum of corrected areas: 13275407
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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

Z:\HPCHEMI\BNA F\DATA\BF062817\

- BF096262.D

- 28 Jun 2017 21:09

- SJ/NMA

- 13852-15 5X

- 21 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096262.D

Aca On 28 Jun 2017 21:09

Operator : SJ/MA

Sample : 13852-15 5X

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

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

4.96 6.14 ng 267919 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 488 (4.957 min): BF096262.D (-486) (-) m/z 43.00 100.00%
43.0
5000 590
1011 25 a0 550 sk
Ol il 709 830 1 “hm/z 59.00  51.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U A R
59.0 460 480 500 520
0
150 a0 1010 m/z 58.00 14 .20%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 101.10 11.89%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R L
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.31%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096262.D

Aca On 28 Jun 2017 21:09

Operator : SJ/MA

Sample : 13852-15 5X

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 unknown6.55 Concentration Rank 1

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

6.55 18.04 ng 787245 1,4-Dichlorobenzene-d4 6.78
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 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (6.551 min): BF096262.D (-755) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 BN RS SR
40.0 540 6.20 6.40 6.60 6.80
o....,....|l!..=,:!..,.:l-.|,..7.55,0....,..!.,1.0.“?.1,....,...., [N m/z 68.05  37.34%
m/z--> 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 N
5000 BN RS S
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.92%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 660 680
5000 67.0 m/z 66.00 22.66%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B e R
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.85%
97.0
5000
70.0
31.0
0 ‘ 440 Ly 6(‘) \0 86 0 ! 116.0 !
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF062817\
BF096262.D

28 Jun 2017 21:09

SJ/MA

13852-15 5X

21 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

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

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 Pentacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.11 2.01 ng 104065 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Tricosane 324 C23H48 000638-67-5 87
3 Octadecane 254 C18H38 000593-45-3 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 2044 (14.110 min): BF096262.D (-2042) (-) m/z 57.10 100.00%
57.1
5000
991.0 141.1 18312170 2567 301.0 341.1 3782 428.3 1380 14.00 14.20 14.40
VSRR Y|S0 T P PSS o W - oL i 22 m/z 71.10 65.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185532: Pentacosane
57.0
5000 L SR B BN B
352.0 nmmmmmm%
99.0 m/z 43.10 64 .19%
LT 92 720 22 gmo
0 I\ ‘\hhﬂ “““‘“‘l‘.“.“.l‘...‘.luuu.|....|....
m/z--> 100 150 200 250 300 350 400
Abundance
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.10 42 .30%
99.0
141.0 183.0 2250 267 0 324.0
O I T e o
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #105886: Octadecane L o o o o o SNV
57.0 13.80 14.00 14.20 14.40
m/z 55.00 19.53%
5000
99.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 4(')0 13. 80 14. oo 14 20 14'40 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062817\
Data File : BF096262.D

Acq On 28 Jun 2017 21:09

Operator : SJ/MA

Sample - 13852-15 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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... 4.96 6.1 ng 267919 1 6.78 872816 20.0
unknown6 .55 6.55 18.0 ng 787245 1 6.78 872816 20.0
Pentacosane 14.11 2.0 ng 104065 5 13.93 1035150 20.0
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