LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102828.D

Aca On > 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 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 2.140 4 9 17 rVB 223212 283103 10.80% 1.078%
2 5.098 510 512 522 rVB 86906 98367 3.75% 0.375%
3 5.492 575 579 583 rBVY 2644138 2620618 100.00% 9.977%
4 6.504 746 751 754 rBVY 2805575 2536055 96.77% 9.655%
5 6.651 771 776 779 rBVY 2933087 2595646 99.05% 9.882%
6 6.881 812 815 819 rBVY 1349685 1158277 44.20% 4._.410%
7 7.039 838 842 845 rBVY 2401744 2008566 76.64% 7.647%
8 7.445 906 911 914 rBVY 1662503 1594509 60.84% 6.071%
9 8.169 1030 1034 1037 rBV 1594195 1482177 56.56% 5.643%
10 9.239 1212 1216 1219 rBvV 3055186 2550235 97.31% 9.709%
11 9.316 1226 1229 1232 rVB 68765 58580 2.24% 0.223%

12 9.627 1279 1282 1286 rBV 267471 259081 9.89% 0.986%
13 9.845 1314 1319 1322 rVB 135824 124242 4.74% 0.473%
14 9.922 1328 1332 1336 rBV 1648739 1431537 54.63% 5.450%

15 10.075 1353 1358 1361 rBV3 25994 42420 1.62% 0.162%
16 10.163 1370 1373 1378 rBv4 47050 55557 2.12% 0.212%
17 10.345 1397 1404 1407 rBV 177441 185938 7.10% 0.708%
18 10.463 1418 1424 1429 rBV6 25508 60304 2.30% 0.230%

19 10.563 1437 1441 1447 rVB 84076 108232 4._.13% 0.412%
20 10.710 1462 1466 1476 rVB 1264171 1277238 48.74% 4_.863%

21 10.816 1482 1484 1485 rBV 151069 120925 4.61% 0.460%

22 11.269 1557 1561 1563 rBV 84548 83031 3.17% 0.316%
23 11.298 1563 1566 1572 rVB3 78408 95698 3.65% 0.364%
24 11.410 1581 1585 1588 rBV 1395312 1229573 46.92% 4.681%
25 11.692 1630 1633 1637 rVB 71374 57563 2.20% 0.219%
26 12.098 1699 1702 1706 rBV 53683 49502 1.89% 0.188%
27 12.486 1765 1768 1771 rVB 38448 37902 1.45% 0.144%
28 12.621 1789 1791 1794 rBV 41554 38955 1.49% 0.148%
29 12.857 1828 1831 1838 rVB2 42559 61579 2.35% 0.234%

30 12.992 1850 1854 1860 rBV 2117214 1989934 75.93% 7.576%
31 13.880 2002 2005 2008 rBV 153344 161095 6.15% 0.613%

32 14.051 2030 2034 2037 rBV 1016840 989424 37.76% 3.767%
33 15.533 2282 2286 2294 rVB 602239 819656 31.28% 3.121%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102828.D

Aca On > 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 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

Sum of corrected areas: 26265519
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102828.D

Aca On : 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF102828.D
3000000 6. 506 65

5.49
2500000 7.04

2000000
7.45

1500000 6.88
1000000

500000
5.10
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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: BF102828.D

3000000 924

2500000
12.99

2000000

8.17 9.92

11.41
1500000 10.71
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Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102828.D
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2500000

2000000

1500000
14.05
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102828.D

Aca On : 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 4.89 ng 283103 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 9 (2.140 min): BF102828.D (-4) (-) m/z 73.00 100.00%
7B
5000 43
» 87 o
i 67 | 2.20 2.30 2.40 2.50 2.60
o) SNSRI 1 ESSRPS S L84 S L. m/z 43.00 43.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.65%
A T
mz-> 20 30 4 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 NSRS AR AR RSN
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 24 _.01%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- R R EAmmmEaT
5 73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.85%
5000
43
0 | %1 37, . 67, 83 97 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102828.D

Aca On : 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 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 44_.82 ng 2595650 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF102828.D (-771) (-) m/z 132.00 100.00%
5000 68
w0, 9% 640 6.60 6.80 7.00
"P”'P”'P”'P”'P”'P'”"”P'“P'”P'”P'”I“”I'“I” z 68.00 38.95%
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 RS R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.83%
13g ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 25.55%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal LN Ry
132 6.40 6.60 6.80 7.00
m/z 69.00 14 .60%
5000 67
41 97
53 117
0..,.”.,.”.,?ﬂ.hj..qhh.W.MMJP.MUﬂ”.é?.L.,}Pﬁl..jw%%?.,t.... IR IR L R
m/z--> 10 20 30 40 50 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 : BF102828.D

Aca On : 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.60 ng 185938 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Dodecane 170 C12H26 000112-40-3 83
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1405 (10.351 min): BF102828.D (-1397) (-) m/z 56.95 100.00%
57
5000
99 113 101155 170 10100 10120 1040 1060
o 2 195 m/z 43.00 56.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 o7
5000 & AR DA SRR
a5 mmmmmmmm
29 m/z 71.10 52.21%
0 | Lo ‘ 99 113127 141155169183197 226
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240
Abundance
57
43 NSNS BSURRR BN
10.00 10.20 10.40 10.60
5000 1 m/z 85.05 33.47%
85
29
o 14 99 113127 141 170
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 250 240
Abundance #105898: Heptadecane, 8-methyl- L B
57 71 10.00 10.20 10.40 10.60
m/z 41.00 23.17%
43 85
5000
126
9 154
o Log 4 h 141 | 169183197 211225239 254
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 1('30 180 200 22'0 24'10 ' 10 00 10. 20 10 40 10 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102828.D

Aca On : 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 3.26 ng 161095 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 2005 (13.880 min): BF102828.D (-2002) (-) m/z 57.00 100.00%
57
83
5000
139 182 234 261 13.60 13.80 14.00 14.20
o 211 291 319 351 432 77 43.00 86 570
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LI B B S B
29 11 13.60 13.80 14.00 14.20
m/z 55.00 71.90%
0$Wmmmm
m/z--> 50 200 250 300 350 400
Abundance
55
83 13,60 13.80 14.00 14.20
5000 m/z 83.00 67.57%
29 111
o 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester N B EE
57 13.60 13.80 14.00 14.20
83 m/z 69.05 65.45%
e T MMAMHMVmMJNNJVﬂVNML$NVAWAMNNH
29
oL i ‘ | Juo 1ma10 255 g
iz 80 b0 1% o e a6 3o o 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 : BF102828.D

Acq On > 7 Feb 2018 21:41

Operator : SJ/JU

Sample : J1473-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.14 4.9 ng 283103 1 6.88 1158280 20.0
unknown6 .65 6.65 44.8 ng 2595650 1 6.88 1158280 20.0
Hexadecane 10.35 2.6 ng 185938 3 9.92 1431540 20.0
3-Eicosene, (E)- 13.88 3.3 ng 161095 5 14.05 989424 20.0

8270-BF020318.M Thu Feb 08 12:25:10 2018 Page: 8



