LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097341.D

Aca On > 4 Aug 2017 2:40

Operator : SJ/JU

Sample : 14562-04 5X

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-BF072517.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 3.069 194 201 213 rBvY 179720 358229 43.63% 4 .405%
2 4_.563 451 455 463 rBV 24245 36156 4._.40% 0.445%
3 5.039 533 536 550 rBV 343433 544889 66.36% 6.701%
4 6.116 716 719 733 rVB 465464 537163 65.42% 6.606%
5 6.222 733 737 744 rVB 467275 476212 58.00% 5.856%
6 6.445 771 775 779 rBV 695261 583282 71.04% 7.173%
7 6.598 798 801 812 rVB 352279 359520 43.79% 4.421%
8 6.810 834 837 840 rBV3 7477 11131 1.36% 0.137%
9 7.016 869 872 879 rBV 263843 246019 29.96% 3.025%
10 7.110 886 888 892 rVB3 14459 13733 1.67% 0.169%
11 7.175 896 899 905 rVBS8 10916 15255 1.86% 0.188%
12 7.257 910 913 918 rBV4 32016 35668 4.34% 0.439%
13 7.369 925 932 935 rBV4 29156 37399 4 .55% 0.460%
14 7.569 964 966 968 rVB3 13421 9737 1.19% 0.120%
15 7.633 974 977 982 rVB2 28565 31178 3.80% 0.383%
16 7.728 990 993 998 rBV 990080 821076 100.00% 10.097%
17 7.904 1020 1023 1026 rBV3 10412 11958 1.46% 0.147%
18 8.022 1041 1043 1046 rVB3 20517 18048 2.20% 0.222%
19 8.063 1046 1050 1053 rBV5 9661 15611 1.90% 0.192%
20 8.175 1066 1069 1076 rVB4 28448 37882 4.61% 0.466%
21 8.233 1076 1079 1082 rVB2 12487 10482 1.28% 0.129%
22 8.275 1082 1086 1090 rBV5 11175 14167 1.73% 0.174%
23 8.333 1093 1096 1098 rBvV2 10430 11935 1.45% 0.147%
24 8.422 1109 1111 1117 rVB5 14299 22727 2.77% 0.279%
25 8.616 1140 1144 1147 rVB5 8283 12387 1.51% 0.152%
26 8.710 1157 1160 1164 rBV5 10886 15419 1.88% 0.190%
27 8.769 1168 1170 1172 rVV 17647 11075 1.35% 0.136%
28 8.804 1172 1176 1179 rBV 591980 502271 61.17% 6.177%
29 9.204 1241 1244 1254 rVB 58997 68952 8.40% 0.848%
30 9.427 1278 1282 1285 rBV 14413 17638 2.15% 0.217%
31 9.469 1285 1289 1299 rVB 847634 731478 89.09% 8.995%
32 9.922 1363 1366 1369 rvVvB2 17279 13569 1.65% 0.167%
33 10.145 1397 1404 1410 rBv4 12019 27697 3.37% 0.341%

34 10.257 1420 1423 1431 rBV 225643 216684 26.39% 2.665%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097341.D

Aca On > 4 Aug 2017 2:40

Operator : SJ/JU

Sample : 14562-04 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.392 1443 1446 1454 rVB2 19877 29315 3.57% 0.361%
36 10.839 1517 1522 1524 rBvV 16769 16602 2.02% 0.204%
37 10.939 1536 1539 1542 rBvVY 695528 591511 72.04% 7.274%
38 10.963 1542 1543 1547 rVB 29189 22716 2.77% 0.279%
39 11.263 1591 1594 1598 rVB2 14240 14005 1.71% 0.172%
40 11.357 1606 1610 1614 rVB7 9451 11004 1.34% 0.135%
41 11.445 1620 1625 1627 rBV3 11708 14947 1.82% 0.184%
42 11.551 1640 1643 1645 rBV3 15699 16548 2.02% 0.203%
43 11.633 1653 1657 1659 rBV5 7121 10043 1.22% 0.124%
44 11.668 1659 1663 1667 rvv4 17529 25197 3.07% 0.310%
45 11.992 1715 1718 1720 rBV3 17964 19556 2.38% 0.240%
46 12.051 1725 1728 1730 rvv2 23565 20390 2.48% 0.251%
47 12.145 1741 1744 1748 rBVY 60808 58767 7.16% 0.723%
48 12.286 1765 1768 1769 rBV3 15261 15805 1.92% 0.194%
49 12.368 1779 1782 1785 rVB 52261 47202 5.75% 0.580%
50 12.421 1788 1791 1798 rVB3 20015 28946 3.53% 0.356%
51 12.521 1804 1808 1816 rVB 405305 369059 44.95% 4 .539%
52 12.774 1848 1851 1854 rVB2 22835 22596 2.75% 0.278%
53 13.115 1906 1909 1911 rBvV 35649 30063 3.66% 0.370%
54 13.445 1962 1965 1969 rVB3 59959 65086 7.93% 0.800%
55 13.562 1981 1985 1988 rBvV 515650 481307 58.62% 5.919%
56 14.351 2117 2119 2122 rBvVY 53013 48274 5.88% 0.594%
57 14.909 2210 2214 2217 rBvV 264751 296163 36.07% 3.642%

Sum of corrected areas: 8131729
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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\BF080317\

BF097341.D

4 Aug 2017 2:40

SJ/Ju

14562-04 5X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

JC-02-080117-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097341.D

Aca On : 4 Aug 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 14562-04 5X JC-02-080117-B
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.22 Concentration Rank 1

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

6.22 16.33 ng 476212 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 737 (6.222 min): BF097341.D (-733) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 sa0 || o %0 | 5ho 650 620 6h) 050
Obrr e Hoer bl e 880 et el | m/Zz 68.10  34.53%
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 N
5000 ISR SRS RS SRR
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 30.89%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0 K
580 6.00 6.20 6.40 6.60
5000 67.0 m/z 66.10 22.23%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 12.73%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097341.D

Aca On : 4 Aug 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 14562-04 5X JC-02-080117-B
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.70 ng 65086 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hexadecane 226 C16H34 000544-76-3 78
3 Octadecane 254 C18H38 000593-45-3 58
4 5-lodo-nonane 254 C9H19l1 059456-19-8 58
5 Undecane 156 C11H24 001120-21-4 42
Abundance Scan 1964 (13.439 min): BF097341.D (-1962) (-) m/z 57.05 100.00%
51.0
5000 85.1
1251 157.0 . 0 2531 29113171 " 13.20 13.40 13.60 13.80
Ot : m/z 71.10 62.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129491: Eicosane
57.0
5000 85.0 LR UL BN I S
29.0 1320 13.40 13.60 13.80
m/z 43.10 61.69%
0 “ 11 “11?0‘14101690197022502530 282.0
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
1320 13.40 13.60 13.80
5000 85.0 m/z 85.10 44 .05%
29.0
o 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105883: Octadecane b RREmE EE e
57.0 13.20 13.40 13.60 13.80
m/z 55.05 41.46%
5000 85.0
29.0
m/z--> %beb%ﬁmmmﬁmmmnmmmmm&ﬁ' 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097341.D

Aca On : 4 Aug 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 14562-04 5X JC-02-080117-B
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Nl1-Tetrahydrofuran-2-ylmeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.35 3.26 ng 48274 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N1-Tetrahvdrofuran-2-vimethvl-2-... 297 C13H16CIN30S 283155-62-4 86
2 Octacosane 394 C28H58 000630-02-4 49
3 Tricosane 324 C23H48 000638-67-5 49
4 Pentacosane 352 C25H52 000629-99-2 47
5 Nonadecane 268 C19H40 000629-92-5 47
Abundance Scan 2119 (14.351 min): BF097341.D (-2117) (-) m/z 57.10 100.00%
51.1
5000
253.2 LR IUNE BN BN
97.1 1411 1g31 221.0 285.1 32113501 14.00 14.20 14.40 14.60
oL— |I|I1I|I‘| |“|l|.|||l ll |||l.||l|| ' II! . II I|||I|||In mlnuiuulull | m/z 43_10 63_38%
m/z--> 50 100 150 200 250 300 350
Abundance #141620: N1-Tetrahydrofuran-2-ylmethyl-2-(4-chlorobenzylid...
43.0
840 1400
5000 N BN SULBLL UL LI B
214.0 297.0 14.00 14.20 14.40 14.60
: m/z 71.10 54 _.79%
o | IML 182.0, ,u‘u, I —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 40.51%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane R B .
57.0 14.00 14.20 14.40 14.60

m/z 41.05 24 .16%

5000

9.0 324.0

270) | ) 4|4 M0 197.0 | 2530 295.0” ]

L SN

m/z--> 50 100 150 200 250 300 350 14. OO 14. 20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\

Data File : BF097341.D

Acg On > 4 Aug 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 14562-04 5X JC-02-080117-B
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .22 6.22 16.3 ng 476212 1 6.45 583282 20.0
Eicosane 13.44 2.7 ng 65086 5 13.56 481307 20.0
N1-Tetrahydrofura... 14.35 3.3 ng 48274 6 14.91 296163 20.0
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