LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 2.134 4 8 21 rVB 243380 373392 15.12% 1.368%
2 3.422 222 227 250 rBV 392884 1056442 42.77% 3.872%
3 5.098 509 512 521 rVB 62543 73757 2.99% 0.270%
4 5.492 573 579 592 rBVY 2463582 2470180 100.00% 9.053%
5 6.504 746 751 754 rBVY 2621265 2322001 94.00% 8.510%
6 6.651 772 776 779 rBVY 2748282 2399491 97.14% 8.794%
7 6.881 812 815 819 rBVY 1336172 1156761 46.83% 4_.239%
8 7.039 838 842 845 rBVY 2294368 1884759 76.30% 6.908%
9 7.439 906 910 914 rBVY 1603718 1471644 59.58% 5.393%
10 8.163 1030 1033 1037 rBvV 1629956 1475297 59.72% 5.407%
11 9.239 1212 1216 1219 rBvV 2931767 2372669 96.05% 8.696%
12 9.316 1226 1229 1232 rVB 55757 40591 1.64% 0.149%
13 9.627 1279 1282 1286 rBV 185465 186302 7.54% 0.683%
14 9.845 1312 1319 1322 rVB 110781 98189 3.97% 0.360%
15 9.922 1328 1332 1346 rVB2 1634566 1463979 59.27% 5.365%
16 10.169 1371 1374 1378 rBVvV4 24789 28862 1.17% 0.106%
17 10.345 1401 1404 1407 rVB 125117 96751 3.92% 0.355%
18 10.563 1437 1441 1444 rBV 39207 44287 1.79% 0.162%

19 10.710 1462 1466 1477 rVvV 1153717 1162078 47.04% 4._.259%
20 10.816 1481 1484 1491 rVV 105459 128825 5.22% 0.472%

21 10.916 1494 1501 1506 rBV10 14686 30205 1.22% 0.111%
22 11.269 1557 1561 1563 rBV 56547 52320 2.12% 0.192%
23 11.292 1563 1565 1573 rVB3 34158 41232 1.67% 0.151%
24 11.410 1581 1585 1591 rBV 1387272 1219393 49.36% 4._.469%
25 11.792 1647 1650 1653 rBV 101608 81465 3.30% 0.299%
26 11.921 1669 1672 1678 rBV6 44824 69308 2.81% 0.254%
27 12.586 1782 1785 1787 rVB3 39691 33406 1.35% 0.122%
28 12.621 1788 1791 1795 rBV 104566 89764 3.63% 0.329%
29 12.798 1819 1821 1825 rVB3 42549 38379 1.55% 0.141%

30 12.851 1825 1830 1837 rBV2 108805 165458 6.70% 0.606%

31 12.992 1850 1854 1860 rVB2 2017824 2309038 93.48% 8.462%
32 13.215 1889 1892 1894 rBV 87976 76349 3.09% 0.280%
33 13.880 2002 2005 2009 rBV 239242 247083 10.00% 0.906%
34 14.051 2030 2034 2037 rBV 1090776 1073510 43.46% 3.934%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 14.668 2136 2139 2143 rVB 584704 512000 20.73% 1.876%

36 15.533 2282 2286 2297 rVB 653116 940425 38.07% 3.447%

Sum of corrected areas: 27285592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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: BF102829.D
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Abundance TIC: BF102829.D
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I
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Abundance TIC: BF102829.D
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1500000 14.05
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o T
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19.00

8270-BF020318.M Thu Feb 08 12:26:12 2018

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 5

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

2.13 6.46 ng 373392 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 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF102829.D (-4) (-) m/z 73.00 100.00%

n
5000 43
55
87

220 230 240 2.50

67

o b O | TW/Z 43.00  41.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LB L L B BN BB LN RN B

43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 30.67%

29
| 35 |, 67 ||, 80
0.,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73

2.20 2.30 2.40 2.50

5000 43 m/z 87.00 22.58%
58
Ottt e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R EAEamEmEEEE
73 2.20 2.30 2.40 2.50
87 m/z 40.95 14.09%
5000 55
J 79 | 97 112 129
0.,....,....,....,....I ”...”,”.w.”.“.”,”.w.”.“.” e i masan e Vs
m/z--> 20 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 2 unknown3.42 Concentration Rank 3

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

3.42 18.27 ng 1056440 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 47
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 227 (3.422 min): BF102829.D (-222) (-) m/z 45.00 100.00%
45
5000 S
61 3.00 3.20 3.40 3.60 3.80
0...,....,....,...??:'!:.,.‘L.S‘Lf".,'....,..7.6.,....,....,....,. m/z 42.95 17.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #938: Propylene Glycol
45
5000 INSERESAEB AR SRR RAE
3.00 3.20 3.40 3.60 3.80
29 m/z 61.00 6.08%
o 19 7| 39| 5561 76
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 5.14%
S s 2T g 50
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4716: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R e e
45 3.00 3.20 3.40 3.60 3.80
m/z 42.00 2.76%
5000
33
o 15271 59| 5561 g9 76 89 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 3 unknown6.65 Concentration Rank 1

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

6.65 41.49 ng 2399490 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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF102829.D (-772) (-) m/z 131.95 100.00%
32
5000 68
20 _ s | % " 640 6.60 6.80 7.00
75 104 . . .
o N 1 AR/ Ml E SN N m/z 67.95 38.42%
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 N
5000 IR IS R R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.75%
138 ‘
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 67 m/z 65.95 25.45%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.00 14.63%
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 : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.82 2.11 ng 128825 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1485 (10.822 min): BF102829.D (-1481) (-) m/z 57.00 100.00%

57
43 7

5000

10.60 10.80 11.00 11.20

o m/z 43.00 74 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L L LB
85 10,60 10.80 11.00 11.20
29 m/z 71.10 67.29%
0 ‘ | %9113127141155169133 212
'“v“'v”'v”'w“'w“"”'v“"“"“"“"“"“w'“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R R e R REERE
10.60 10.80 11.00 11.20
5000 71 m/z 85.10 33.55%

85
29

99 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129492: Eicosane LB R Rt S e

57 10.60 10.80 11.00 11.20
43 m/z 41.00 25.94%

71
5000
85
29 9%

oot e 1SRN 5s169183107211205030053 282 el

m/z--> 2|0 4|0 6|O 8|0 lCI)O 120 14|10 160 180 200 220 240 260 ZEIRO 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 : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 7 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.88 4.60 ng 247083 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Cvclotetracosane 336 C24H48 000297-03-0 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 2005 (13.880 min): BF102829.D (-2002) (-) m/z 57.00 100.00%
57
1 M
5000
111
SR AR SN S B
3 139 234 13.60 13.80 14.00 14.20
oA, lh 108183208 231 260284303 341 | B8 00 82.95%
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57 97
5000 '13.60 13.80 14.00 14.20
29 ‘ 125 - e m/z 43.00 81.01%
ol L4t ‘ h W AL $ M i, 81I”309I 238 280 | N
m/z--> 50 200 250 300 350
Abundance
43 a3
13.|60 13.I80 14.'00 14.'20
5000 m/z 83.05 68.48%
111
0 65 139 167 196 224 250 279 308 336
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester L IMLLELE e e
57 13.60 13.80 14.00 14.20
97 m/z 97.00 64 .90%
- WM‘J\IVM
125
29
oLl db ‘ | || 15417719 224 269 370
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&1,0 13 60 13 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102829.D

Aca On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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 8 1,3-Benzenedicarboxylic aci... Concentration Rank 4

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

14.67 9.54 ng 512000 Chrysene-di12 14.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58
2 2-(Decvloxvcarbonyl)benzoic acid 306 C18H2604 1000373-53-2 25
3 9-(27.2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 25
4 Acetic acid. l4-(4-methvl-1-pipe... 262 C14H18N203 346699-90-9 22
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 22

Abundance Scan 2139 (14.668 min): BF102829.D (-2136) (-) m/z 70.00 100.00%
70
149
5000 112 261
41 ] | LI o i e B B
14.40 14.60 14.80 15.00
oL, ", e ,L. || leo 223 | poists aaear2 m/z 149.00 59.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149 261
5000 LA L L L L L LB
14.40 14.60 14.80 15.00
4l m/z 112.10 42.82%
0 ﬂ h \LJ ‘L ‘L . 179203 232 | | 304 333 361
L e B i e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
T R
14.40 14.60 14.80 15.00
5000 m/z 57.00 42 _.57%
55 104
29 181 176
ol hditnd 4 200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #240291: 9-(2',2-Dimethylpropanoilhydrazono)-3,6-dichloro... i B
149 14.40 14.60 14.80 15.00
m/z 261.10 38.18%
57 36
5000
113
279
o JLJ } 186 223 { 476
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102829.D

Acq On : 7 Feb 2018 22:08

Operator : SJ/JU

Sample : J1473-29 2X

Misc :

ALS Vial : 13 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... 2.13 6.5 ng 373392 1 6.88 1156760 20.0
unknown3 .42 3.42 18.3 ng 1056440 1 6.88 1156760 20.0
unknown6 .65 6.65 41.5 ng 2399490 1 6.88 1156760 20.0
Pentadecane 10.82 2.1 ng 128825 4 11.41 1219390 20.0
1-Docosene 13.88 4.6 ng 247083 5 14.05 1073510 20.0
1,3-Benzenedicarb... 14.67 9.5 ng 512000 5 14.05 1073510 20.0
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