LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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 4.898 475 478 484 rBV 22540 28013 1.25% 0.157%
2 5.316 545 549 561 rVB 999032 997559 44 .42% 5.581%
3 6.345 720 724 734 rVB2 746448 744773 33.16% 4.167%
4 6.481 742 747 750 rBY 2080264 1801753 80.22% 10.081%
5 6.710 782 786 789 rBV 734954 607757 27 .06% 3.400%
6 6.781 794 798 806 rBV 21209 27832 1.24% 0.156%
7 6.869 808 813 816 rBVY 1980799 1771936 78.90% 9.914%
8 7.116 851 855 862 rVB2 29729 30575 1.36% 0.171%
9 7.269 875 881 884 rBV2 1415921 1591771 70.87% 8.906%
10 7.386 895 901 905 rBV 38666 45167 2.01% 0.253%
11 7.528 921 925 931 rVB 70388 71426 3.18% 0.400%
12 7.992 1000 1004 1007 rBV 773438 676944 30.14% 3.787%
13 8.945 1164 1166 1171 rVB2 31532 35705 1.59% 0.200%
14 9.069 1182 1187 1190 rBV 2534023 2245908 100.00% 12.566%
15 9.157 1197 1202 1205 rBV3 29316 27835 1.24% 0.156%
16 9.192 1205 1208 1210 rBV 29542 24320 1.08% 0.136%
17 9.328 1227 1231 1238 rBV 77767 80700 3.59% 0.452%

18 9.457 1250 1253 1258 rBV 271331 208471 9.28% 1.166%
19 9.510 1258 1262 1269 rVB2 160838 187226 8.34% 1.048%
20 9.610 1276 1279 1284 rBV 153202 124600 5.55% 0.697%

21 9.686 1289 1292 1294 rVV 38805 33056 1.47% 0.185%
22 9.739 1297 1301 1309 rVB 790092 687943 30.63% 3.849%
23 9.810 1309 1313 1316 rBvV 57716 51531 2.29% 0.288%
24 10.075 1355 1358 1363 rVB2 87143 87632 3.90% 0.490%
25 10.157 1369 1372 1374 rBV2 30301 30516 1.36% 0.171%
26 10.180 1374 1376 1379 rVB 44659 34947 1.56% 0.196%
27 10.527 1431 1435 1439 rBV 1202546 1170708 52.13% 6.550%
28 10.651 1454 1456 1462 rVB2 58887 69150 3.08% 0.387%
29 10.863 1487 1492 1496 rBV6 28633 53440 2.38% 0.299%
30 11.098 1528 1532 1536 rBv4 54216 90178 4.02% 0.505%
31 11.133 1536 1538 1543 rVB2 35065 37892 1.69% 0.212%
32 11.216 1549 1552 1555 rBV 718451 620943 27.65% 3.474%
33 11.416 1581 1586 1592 rBV5 39719 78704 3.50% 0.440%
34 11.522 1602 1604 1607 rVB 29608 25935 1.15% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.757 1641 1644 1647 rBV 169293 167618 7.46% 0.938%

36 11.933 1671 1674 1676 rBV 33842 27386 1.22% 0.153%
37 12.210 1719 1721 1726 rBV 27289 31922 1.42% 0.179%
38 12.280 1729 1733 1736 rBV 127357 165337 7.36% 0.925%
39 12.321 1738 1740 1743 rVB2 78183 71054 3.16% 0.398%
40 12.421 1755 1757 1761 rVB2 45880 42954 1.91% 0.240%
41 12.686 1800 1802 1805 rBV 81663 78693 3.50% 0.440%
42 12.745 1810 1812 1814 rBV 47595 44884 2.00% 0.251%

43 12.798 1817 1821 1825 rBV 1918127 1825432 81.28% 10.213%
44 13.845 1995 1999 2002 rBV2 623012 564636 25.14% 3.159%
45 14.480 2105 2107 2110 rBV 125936 103193 4_59% 0.577%

46 15.251 2234 2238 2242 rBVY 306932 347375 15.47% 1.944%

Sum of corrected areas: 17873330
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109447.D
2500000
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1500000 7.27
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2500000

! 113952

-
11.50

10.6510.86 1411

81 10418
oo —_ — —
11.00 12.00 12.50

2000000

1500000

13.84
1000000

14.48 15.25
500000

O — — ———— — ———
Time--> 13.50 15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.48 Concentration Rank 1

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

6.48 59.29 ng 1801750 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 747 (6.481 min): BF109447.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IR AR R
40.0 54 J 6.20 6.40 6.60 6.80
M.'?}-?. dogrs0 oo m/z 68.10 41.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U SRS LS

6.20 6.40 6.60 6.80
m/z 134.00 33.50%

31.0 51.0
B Y R W S | I |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R e
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.10 26.17%
SN A RNER T Y S -
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene T ./.\, R ARmman
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.04%
5000
63.0 810
3]\-0 SQO\ ‘\‘ | ‘\ l 99\0 ‘11%0 |
— ettt A A Ramma
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 3 Hexanoic acid, 3,5,5-trimet... Concentration Rank 15

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

7.53 2.11 ng 71426 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 90
3 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO 036727-29-4 42
4 Propanoic acid. 2.2-dimethvl-. h... 200 C12H2402 017660-61-6 35

5 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15CIF202 1000376-27-0 32

Abundance Scan 925 (7.528 min): BF109447.D (-921) (-) m/z 57.05 100.00%
.0

5000

7.20 7.40 7.60 7.80
m/z 83.10 45.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #30259: Hexanoic acid, 3,5,5-trimethyl-
57.0
83.0
5000
7.20 7.40 7.60 7.80
m/z 41.05 38.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid
57.0
e
7.20 7.40 7.60 7.80
5000 83.0 m/z 56.00 22.97%
41.0
1250
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43024: Hexanoyl chloride, 3,5,5-trimethyl-
57.0 7.20 7.40 7.60 7.80
m/z 43.00 19.60%
83.0
5000
41.0
140 270 \‘m I, 700 | 970 13901250 1410 4619
T e e e e e e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown9.33 Concentration Rank 12

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

9.33 2.35 ng 80700 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 27
2 4.4-Dimethvl-2-pentanol. heptafl... 312 C11H15F702 1000364-14-5 27
3 10-Nonadecanol 284 C19H400 016840-84-9 25
4 But-2-enoic acid. amide. 3-methv... 139 C8H13NO 1000340-08-9 14
5 n-Butyl tiglate 156 C9H1602 007785-66-2 14

Abundance Scan 1231 (9.328 min): BF109447.D (-1227) (-) m/z 57.05 100.00%
5%.0
83.1
5000
143.1 ISR SRR AR LA
111.1 173.1 9.00 9.20 9.40 9.60
. m/z 83.10 55.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84850: 4,4-Dimethyl-2-pentanol, chlorodifluoroacetate
57.0
5000 A SRR RN LR
83.0 900 920 940 9.60
20,0 m/z 41.00 32.49Y%
' 129.0 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153912: 4,4-Dimethyl-2-pentanol, heptafluorobutyrate
57.0
83.0 USSR SRS SR
9.00 9.20 9.40 9.60
5000 m/z 87.00 25.47%
169.0
290w‘ L ||, 1190 197.0 2410 297.0
m/z--> 25 45 eb 85 160 150 150 1éo 1é0 200 220 240 260 2éo 300
Abundance #131390: 10-Nonadecanol
83.0 9.00 9.20 9.40 9.60
m/z 97.10 24 .09%
5000 58.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 'ébbllé5blléh6"ééblll
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 _alpha.,.alpha.*-Dihydroxy-... Concentration Rank 3

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

9.51 5.44 ng 187226 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha...alpha."-Dihvdroxy-m-dii... 194 C12H1802 001999-85-5 72
2 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 27
3 4-Butvlbenzoic acid. hexadecvl e... 402 C27H4602 1000292-32-9 27
4 Butanoic acid. 4-methoxv-. methy... 132 C6H1203 029006-01-7 25
5 _alpha.,.alpha.,.alpha.",_.alpha.... 194 C12H1802 002948-46-1 22

Abundance Scan 1262 (9.510 min): BF109447.D (-1258) (-) m/z 43.00 100.00%
43.0 179.1
5000
119.1
7.0 ‘ 9.20 9.40 9.60 9.80
il o A m/z 179.10 96.34Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56239: .alpha.,.alpha.-Dihydroxy-m-diisopropylbenzene
43.0 179.0
5000 NS RS SR
9.20 9.40 9.60 9.80
119.0 m/z 59.10 73.62%
82.0 h |
IIIIllll ‘ululull'uuu‘ulu |Illllll S Ao ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #1999: Silane, ethyldimethy!-
59.0
9.20 9.40 9.60 9.80
5000 m/z 45.00 67 .09%
'%ﬁqdﬂﬂ?ﬁq' RIS SRR UL SR SRR SR N
m/z--> 50 100 150 200 250 300 350 400
Abundance #213159: 4-Butylbenzoic acid, hexadecy! ester
179.0 9.20 9.40 9.60 9.80
m/z 57.05 58.35%
5000
136.0
550 91.0 | 224.0 402.0
m/z--> 50 100 150 200 250 300 350 400 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6 unknown9.61 Concentration Rank 7

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

9.61 3.62 ng 124600 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(bromomethyIl)-2... 256 C11H13Bro02 024169-43-5 38
2 Di-trimethvisilvl peroxide 178 C6H1802Si2 005796-98-5 37
3 Ethanone. 1-T4-(1-hvdroxv-1-meth... 178 C11H1402 054549-72-3 33
4 p-Amidinobenzamide 163 C8HON30 054050-86-1 33
5 Silane, triethoxypropyl- 206 C9H2203Si 002550-02-9 33

Abundance Scan 1279 (9.610 min): BF109447.D (-1276) (-) 43.00 100.00%
43.0 163.1
5000
o1 710 9101050 T 1y 20 540 950 550 10,00
S O NS VSN RS Sl NSt - NS m/z 163.10 99.24%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106779: 1,3-Dioxolane, 2-(bromomethyl)-2-(2-methylphenyl)-
163.0
5000 119.0

9.20 9.40 9.60 9.80 10.00

91.0 m/z 121.10 16.84%
%0”05m3§0m01|1%0 | 1330 1490
il S IRRMEMLS: SR 1 M S
mz--> 20 40 60 80 100 120 140 160 180
Abundance #44257: Di-trimethylsilyl peroxide
168.0
133.0 9.20 9.40 9.60 9.80 10.00
5000 m/z 76.95 14 _98%

400 590 740 890 1030117.0 | 1470

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #43893: Ethanone, 1-[4-(1-hydroxy-1-methylethyl)phenyl]-
163.0 9.20 9.40 9.60 9.80 10.00
m/z 164.10 10.03%
5000
43.0
121.0 145.0
27.0 590 770 %10 1050 ° Ll 2780 N
i A B B B . R b S A Emmas
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7 unknownl10.07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.07 2.55 ng 87632 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclopropvlcarboxv-6-ethvldecane 254 C16H3002 1000245-65-6 35
2 Fluorene. 2.4a-dihydro- 168 C13H12 059247-36-8 35
3 5-Allvl-5-butvlbarbituric acid 224 C11H16N203 003146-66-5 35
4 Cvclohexanone. 3-methvl- 112 C7H120 000591-24-2 30
5 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 27
Abundance Scan 1357 (10.069 min): BF109447.D (-1355) (-) m/z 57.05 100.00%
51.0 167.1
5000
38 sa0 M RN LR SUNIA SR B
139.1 9.80 10.00 10.20 10.40
m/z 69.00 95.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105729: 3-Cyclopropylcarboxy-6-ethyldecane
69.0
5000 LR TR UG B B
41.0 9.80 10.00 10 20 10 40
8 112.0 m/z 55.00 84 .36%
| 0 | 1390 168.0
'”I'”'H”'LP"WHl”h'”'I”""'W'!” '”'I”'?%?q
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #36894: Fluorene, 2,4a-dihydro-
165.0
" '9.80 10.00 10.20 1040
5000 m/z 167.10 83.19%
630 520 11%‘30 13‘9.0 ‘ |
\‘ 1 | 1 ‘
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 260 250
Abundance #80599: 5-Allyl-5-butylbarbituric acid
167.0 9.80 10.00 10.20 10.40
m/z 41.10 75.96%
5000 410
124.0
670 970 141.0 195.0
180 Y Wb A L WL zeae e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 8 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.23 ng 69150 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Octacosane 394 C28H58 000630-02-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1456 (10.651 min): BF109447.D (-1454) (-) m/z 57.10 100.00%
57.1
5000
990 o " 1040 10,60 10,80 1160
iy m/z 43.10 76.21%
m/z--> 50 100 150 200 250 300 350
Abundance #48833: Tridecane
57.0
5000 LI BRI BN S B
mmmmmmum
270 m/z 71.05 73.02%

99.0 141 0 18411 0

I J -

m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
R REEEREEEE S
10.40 10.60 10.80 11.00
5000 m/z 85.10 46 .86%
99.0
2n0) Jjulymlwonmzmom% 380.0
e L e B I A e o e e e R S N B L
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane N BEEEE B L
57.0 10.40 10.60 10.80 11.00
m/z 41.10 36.58%
5000
99.0
2700 | || |, 1AL 0 183. 0 2250 281.0 337.0  394.0

m/z--> 50 100 150 200 250 300 350 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9 9-methylheptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.90 ng 90178 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-methvlheptadecane 254 C18H38 026741-18-4 58
2 Heneicosane 296 C21H44 000629-94-7 53
3 Tetradecane 198 C14H30 000629-59-4 49
4 Tetracosane 338 C24H50 000646-31-1 47
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 46

Abundance Scan 1532 (11.098 min): BF109447.D (-1528) (-) m/z 57.10 100.00%

57.1

5000

10.80 11.00 11.20 11.40
m/z 43.10 75.08%

141.0 170.0192.1

112.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105887: 9-methylheptadecane
57.0

85.0

10.80 11.00 11.20 11.40
m/z 71.10 67.51%

5000

29.0
239.0

168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R R B
85.0 10.80 11.00 11.20 11.40
5000 ' m/z 85.05 52.66%
29.0 ‘ 113.0
o b 10,1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane R R B
57.0 10.80 11.00 11.20 11.40
m/z 41.05 37.14%
5000 85.0
29.0

|| | 1130 1410 1600 1960

|
L L o L B O s o R L R e a R p e LI e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10 unknownll.42 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.53 ng 78704 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-Asparaaine. N(2)-T(1l.l1l-dimethv... 232 C9H16N205 007536-55-2 35
2 Ethane. isothiocvanato- 87 C3H5NS 000542-85-8 27
3 Succinic acid. di(2-ethoxvethvl)... 262 C12H2206 1000329-84-1 16
4 Trimethvl(n-pentv)silane 144 C8H20Si 001641-49-2 14
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 14
Abundance Scan 1587 (11.422 min): BF109447.D (-1581) (-) m/z 73.05 100.00%
73.0
5000
45.0
101.0 131.0
‘ | 521 1831 5471 11.20 11.40 11.60 11.80
SRS N S Y V0¥ [0 Y Y m/z 87.10 58.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87950: L-Asparagine, N(2)-[(1,1-dimethylethoxy)carbonyl]-
57.0  87.0
5000 132.0
11.20 11.40 11.60 11.80
29.0 m/z 59.00 36.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1849: Ethane, isothiocyanato-
87.0
59.0
11.20 11.40 11.60 11.80
5000] 270 m/z 45.00 30.86%
U UL SULLN UL B SR S SRS BN SRS BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111996: Succinic acid, di(2-ethoxyethyl) ester
73.0 11.20 11.40 11.60 11.80
45.0 m/z 131.00 21.43%
5000
101.0
128.0
27 173.0
T wﬁ)'l‘l "HI" LARRR Jl"'“l ""ﬁfﬁl?'l" j'l%g%.pl"%{ﬁ.?"'l IR SR L SURI I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80

8270-BF092218_.M Fri Oct 05 11:17:29 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.76 5.40 ng 167618 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1645 (11.763 min): BF109447.D (-1641) (-) m/z 73.00 100.00%

431 73.0

5000

213.2

256.3 11.40 11.60 11.80 12.00
m/z 43.10 85.22%

157.1 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

41/0

5000 129.0 R R R R
11:40 11.60 11.80 12.00

60 || M/z 60.00 81.94%

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0

11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 70.30%

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

Abundance #72646: Tridecanoic acid R EE R E s
43.0 73.0 11.40 11.60 11.80 12.00
' m/z 55.10 64 .55%
5000
‘ o0 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 12 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.28 5.33 ng 165337 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Z-8-Hexadecene 224 C16H32 1000130-87-5 96
3 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 91
4 Cetene 224 C16H32 000629-73-2 89
5 1-Tetradecene 196 C14H28 001120-36-1 83
Abundance Scan 1733 (12.280 min): BF109447.D (-1729) (-) m/z 83.10 100.00%

5.0 | 83.1

5000

12.00 12.20 12.40 12.60
m/z 55.05 99.30%

139.1 168.1 201.0224.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane
55.0 830

12.IOO 12.I20 12.I4O 12!60
m/z 69.10 99.29%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81245: Z-8-Hexadecene
41,0

L IMLLELE e e
69.0 12.00 12.20 12.40 12.60

m/z 43.10 85.74%

5000

125.0

153.0 196.0
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)- N B EE
57.0 83.0 12.00 12.20 12.40 12.60

m/z 97.10 77.54%

5000
29.0

I 139.0 168.0 196.0 223.0 252.0 280.0
e S

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 13 unknownl2.32 Concentration Rank 13

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

12.32 2.29 ng 71054 Phenanthrene-d10 11.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 43
2 2-methvloctacosane 408 C29H60 1000376-72-8 38
3 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 35
4 Tetradecane 198 C14H30 000629-59-4 35
5 7-Tetradecene, (2)- 196 C14H28 041446-60-0 35

Abundance Scan 1740 (12.321 min): BF109447.D (-1738) (-) m/z 57.10 100.00%
1
5000
1411 ygpq 2222 12.00 12.20 12.40 12.60
m/z 55.10 82.04%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 LA L L L L L L L L L
12.00 12.20 12.40 12.60
99.0 m/z 43.10 79.22%
270) | | i |4 2410 1830 2400
e L o B e A B e e e e L o i s i |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R RRRRE R RS SRRy
12.00 12.20 12.40 12.60
5000 m/z 41.00 78.40%
99.0
270 | | | | | 1410 1830 2250 267.0 3000 3650
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #38339: Decane, 2,4-dimethyl- T
43.0 12.00 12.20 12.40 12.60
m/z 71.10 64.73%
5000
85.0
M \“ M- ‘ \1270
e e R e R
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60

8270-BF092218_.M Fri Oct 05 11:17:32 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 14 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.79 ng 78693 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 52
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 49
4 Octadecane 254 C18H38 000593-45-3 47
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 47
Abundance Scan 1803 (12.692 min): BF109447.D (-1800) (-) m/z 57.10 100.00%
57.1
5000
213.1 III|IIII|IIII|IIII|IIII
| 1131 1411 1681 239 2 288.3 12.40 12.60 12.80 13.00
A maand Lunt s m/z 71.10 78.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 LN IR BN BRI UL
85.0 12. 40 12 60 12. 80 13. oo
20.0 ' m/z 43.10 64 .18%
| ,113.0 141.0 169.0 197.0 226.0
m/z--> ﬁo 45 65 éo 160 150 150 160 180 200 220 240 260 280 360
Abundance #141432: Pentadecane, 8-hexyl-
57.0
o o 12.40 12,60 12.80 13.00
5000 ' m/z 85.10 52.17%
29.0
113.0 196.0
N ‘ bogo ] M01680 ) 2240 2650
m/z--> ﬁo 45 65 éo 160 150 150 160 180 200 220 240 260 280 360
Abundance #100330: 2-Bromo dodecane I EAmEmEEE RS
57.0 12.40 12.60 12.80 13.00
m/z 41.10 35.45%
5000 85.0
29.0 ‘ 113.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109447.D

Aca On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample : J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15 unknownl14.48 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.48 3.66 ng 103193 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 42
2 2-(Decvloxvcarbonyl)benzoic acid 306 C18H2604 1000373-53-2 25
3 Diisooctvl phthalate 390 C24H3804 000131-20-4 22
4 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 16
5 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H3204 1000339-14-1 14
Abundance Scan 2107 (14.480 min): BF109447.D (-2105) (-) m/z 70.10 100.00%
7.1
149.0
5000 112.1 261.2
j | "A50 1440 1460 1480
- -.h ,~|.' \ -,l.l.l ol 12901 2283 | p922 3273 3733 m/z 149.00 61.38%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000 R DAL AL B B
14.20 14.40 14.60 14.80
41.0 1 m/z 261.20 47.79%
h i NN |l 790 2320 | | 3040 3610
m/z--> 50 100 150 200 250 300 350
Abundance #149543: 2-(Decyloxycarbonyl)benzoic acid
149.0
14.20 14.40 14.60 14.80
5000 m/z 112.10 42 . 75%
55.0 104.0
2|7T|0!Jil‘|“||J‘|h|”|¥| |"| : L |19|40| T
m/z--> 50 100 150 200 250 300 350
Abundance #207658: Diisooctyl phthalate N B EE
149.0 14.20 14.40 14.60 14.80
m/z 57.10 35.53%
5000
57.0
o] | |09
A L [l
m/z--> 50 100 150 200 250 300 350 1420 1440 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092818\
Data File : BF109447.D

Acq On : 28 Sep 2018 22:56

Operator : JU/SJ

Sample - J5148-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .48 6.48 59.3 ng 1801750 1 6.71 607757 20.0
Hexanoic acid, 3,... 7.53 2.1 ng 71426 2 7.99 676944 20.0
unknown9 .33 9.33 2.4 ng 80700 3 9.74 687943 20.0
-alpha.,.alpha."-... 9.51 5.4 ng 187226 3 9.74 687943 20.0
unknown9.61 9.61 3.6 ng 124600 3 9.74 687943 20.0
unknown10.07 10.07 2.5 ng 87632 3 9.74 687943 20.0
Tridecane 10.65 2.2 ng 69150 4 11.22 620943 20.0
9-methylheptadecane 11.10 2.9 ng 90178 4 11.22 620943 20.0
unknownll.42 11.42 2.5 ng 78704 4 11.22 620943 20.0
n-Hexadecanoic acid 11.76 5.4 ng 167618 4 11.22 620943 20.0
Cyclohexadecane 12.28 5.3 ng 165337 4 11.22 620943 20.0
unknownl12 .32 12.32 2.3 ng 71054 4 11.22 620943 20.0
Hexadecane 12.69 2.8 ng 78693 5 13.84 564636 20.0
unknownl14 .48 14.48 3.7 ng 103193 5 13.84 564636 20.0
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