LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On > 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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 2.128 3 7 16 rVB 203171 287237 12.04% 1.174%
2 5.098 509 512 519 rVB 62836 74630 3.13% 0.305%
3 5.492 575 579 583 rBVY 2429890 2385891 100.00% 9.750%
4 6.504 746 751 754 rBVY 2621003 2267927 95.06% 9.268%
5 6.651 772 776 779 rBVY 2724481 2359065 98.88% 9.641%
6 6.881 812 815 819 rBVY 1341547 1158260 48.55% 4_.733%
7 7.039 838 842 845 rBVY 2229158 1805386 75.67% 7.378%
8 7.445 906 911 914 rBVY 1548662 1452077 60.86% 5.934%
9 8.169 1030 1034 1037 rBvV 1656082 1494538 62.64% 6.108%
10 9.239 1212 1216 1219 rBv 2707300 2297485 96.29% 9.389%
11 9.316 1226 1229 1231 rVB 54962 42720 1.79% 0.175%
12 9.633 1279 1283 1286 rBV 128030 130500 5.47% 0.533%
13 9.716 1295 1297 1300 rBV 31173 27000 1.13% 0.110%

14 9.845 1312 1319 1322 rBV 120605 108703 4._.56% 0.444%
15 9.922 1328 1332 1335 rBV 1603231 1416096 59.35% 5.787%

16 9.951 1335 1337 1341 rVB 144118 119162 4._.99% 0.487%

17 10.169 1370 1374 1377 rBV3 25236 26738 1.12% 0.109%
18 10.321 1396 1400 1401 rBV 24471 26342 1.10% 0.108%
19 10.345 1401 1404 1407 rVB 137569 101481 4._.25% 0.415%
20 10.563 1437 1441 1445 rBV 38924 48898 2.05% 0.200%

21 10.710 1462 1466 1476 rBV 1184971 1130685 47.39% 4.621%
22 10.816 1482 1484 1489 rBV2 101699 129623 5.43% 0.530%

23 11.268 1557 1561 1563 rBV 74605 69483 2.91% 0.284%
24 11.298 1563 1566 1572 rVB3 52556 60885 2.55% 0.249%
25 11.410 1581 1585 1600 rBV 1368732 1278457 53.58% 5.225%
26 11.692 1630 1633 1636 rBV 67180 48916 2.05% 0.200%
27 11.927 1670 1673 1677 rBV3 53030 53357 2.24% 0.218%
28 12.098 1700 1702 1705 rBV 53710 45648 1.91% 0.187%
29 12.486 1766 1768 1771 rVB2 56727 53744 2.25% 0.220%
30 12.586 1783 1785 1790 rVB6 34940 39060 1.64% 0.160%
31 12.863 1829 1832 1834 rBV3 56209 56248 2.36% 0.230%
32 12.992 1850 1854 1858 rBV 1825497 1599160 67.03% 6.535%
33 13.215 1890 1892 1897 rBV2 47490 48917 2.05% 0.200%

34 13.880 2002 2005 2009 rBV2 230647 254221 10.66% 1.039%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On > 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.051 2030 2034 2040 rBV 1055251 1027669 43.07% 4._.200%

36 15.539 2283 2287 2295 rVB 593005 943466 39.54% 3.856%

Sum of corrected areas: 24469675
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On : 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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

Abundance TIC: BF102830.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On : 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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.

2.13 4.96 ng 287237 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF102830.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 J\
Sr 87 RS AN UL IR I I
2.20 2.30 2.40 2.50
4 L AP0 SO -/ N AN RN m/z 43.00 42.91%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR AR I
43 2.20 2.30 2.40 2.50
55 87 m/z 54.95  31.27%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
2.20 2.30 2.40 2.50
5000 43 m/z 87.10 23.90%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- mm e
73 2.20 2.30 2.40 2.50
m/z 41.00 11.93%
B J\‘WV\AM
45
29
o . 39| 50 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On : 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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 unknown6.65 Concentration Rank 1

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

6.65 40.73 ng 2359070 1,4-Dichlorobenzene-d4 6.88
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 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF102830.D (-772) (-) m/z 132.00 100.00%
32
5000 68
40 | % " '6.40 6.60 6.80 7.00
54 75 104 : . .
o N I - PR -1 Ml E SN N m/z 67.95 38.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR S R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.44%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" '6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.92%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.05 14 _.39%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On : 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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 4 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.03 ng 129623 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetracosane 338 C24H50 000646-31-1 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 1485 (10.821 min): BF102830.D (-1482) (-) m/z 57.00 100.00%
57
5000
85
13 "' 10/60 10.80 11.00 11.20
155
ol > 8 m/Z 43.00 61.22%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LRI LN SR U R
a5 10. 60 10 80 11. oo 11. 20
29 m/z 71.05 56.64%
ol by [ M8 141 169 107 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 10/60 10.80 11.00 11.20
5000 P m/z 85.10 34.06%
29
o 113 141 169 197 225 253 281 309 338
m/z--> §0 160 1%0 260 250 300 3éo
Abundance #202662: Heptacosane  AE N e ma e et
57 10.60 10.80 11.00 11.20

m/z 41.00 28.65%

” LMNMNMMALMMAW%dwﬂwwNNMA\
85
29 ‘

L) 118 141 169 197 225 253 281 323 351 380

P e N R LR aas R masUR

m/z--> 50 100 150 200 250 300 350 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102830.D

Aca On : 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 4.95 ng 254221 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 95
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2005 (13.880 min): BF102830.D (-2002) (-) m/z 57.00 100.00%
57
83
5000
111
139 211 234 13.60 13.80 14.00 14.20
N — wh J03 187 SN 206288 823343 ' "n/z 55.00 90.52%
m/z--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
3
280
5000 LA BN UL B B
13.60 13.80 14.00 14.20
ns 251 m/z 43.00 87.94%
s e e T
0....“ “H““‘l“.“......“...‘.luuuuluuuu
m/z--> 50 150 200 250 300 350
Abundance
il o IR A AL AL A
13.60 13.80 14.00 14.20
5000 m/z 83.05 67.17%
125
o 29 77 153 187 219 252 280 325 355376
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene A B
13.60 13.80 14.00 14.20
o m/z 97.10 52.72%
5000
29
125
0 | \J | ,153 181 308
m/z--> 50 100 1&1;0 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102830.D

Acq On > 7 Feb 2018 22:35

Operator : SJ/JU

Sample : J1473-37 2X

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.13 5.0 ng 287237 1 6.88 1158260 20.0
unknown6 .65 6.65 40.7 ng 2359070 1 6.88 1158260 20.0
Hexadecane 10.82 2.0 ng 129623 4 11.41 1278460 20.0
Cyclohexadecane, ... 13.88 5.0 ng 254221 5 14.05 1027670 20.0
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