LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\

Data File : BF103280.D

Aca On - 27 Feb 2018 22:54 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1703-03 FK-GF-03-004-B

ALS Vial : 26 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-BF022218.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 2.152 5 11 18 rBV 215253 291300 8.16% 1.002%
2 5.110 511 514 526 rBV 93059 124972 3.50% 0.430%
3 5.498 576 580 595 rBVY 3322502 3569988 100.00% 12.279%
4 6.510 747 752 771 rBV 3265417 3556697 99.63% 12.234%
5 6.645 771 775 779 rBVY 3525203 3380259 94.69% 11.627%
6 6.875 810 814 820 rBVY 1205382 1015929 28.46% 3.494%
7 7.028 836 840 844 rBVY 2648640 2570869 72.01% 8.843%
8 7.440 905 910 913 rBVY 2324745 2191234 61.38% 7.537%
9 8.157 1028 1032 1050 rVvB 1385613 1275506 35.73% 4.387%
10 9.228 1210 1214 1224 rBV 3032116 2923194 81.88% 10.055%
11 9.828 1312 1316 1321 rBV 37796 38473 1.08% 0.132%
12 9.916 1327 1331 1343 rVB 1190370 1127139 31.57% 3.877%
13 10.328 1398 1401 1405 rvB2 83684 77011 2.16% 0.265%
14 10.551 1434 1439 1442 rBV 39332 50484 1.41% 0.174%

15 10.704 1462 1465 1474 rBV 1308531 1413411 39.59% 4.862%

16 10.804 1479 1482 1489 rVB 88826 100268 2.81% 0.345%
17 11.404 1580 1584 1587 rBV 959856 888551 24.89% 3.056%

18 12.022 1686 1689 1691 rBV2 39522 36356 1.02% 0.125%
19 12.086 1696 1700 1705 rBV 77173 89900 2.52% 0.309%
20 12.280 1731 1733 1736 rVB2 47603 39549 1.11% 0.136%
21 12.374 1746 1749 1754 rVB2 58168 50629 1.42% 0.174%
22 12.433 1754 1759 1761 rBv4 26713 43811 1.23% 0.151%

23 12.622 1788 1791 1795 rBV 142130 137953 3.86% 0.475%
24 12.851 1824 1830 1836 rBV 146131 187674 5.26% 0.646%
25 12.986 1849 1853 1857 rBV 1993242 1982443 55.53% 6.819%

26 13.186 1878 1887 1889 rBV2 42890 81277 2.28% 0.280%
27 13.874 2001 2004 2008 rBV 101960 108857 3.05% 0.374%
28 14.057 2030 2035 2038 rBV 728531 823830 23.08% 2.834%
29 14.798 2158 2161 2166 rBV 254547 296943 8.32% 1.021%
30 15.557 2285 2290 2304 rVB 390756 598492 16.76% 2.059%

Sum of corrected areas: 29072999
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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\BF022718\

- BF103280.D

- 27 Feb 2018 22:54

- SJ/JU

- J1703-03

- 26 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

-BF022218 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4

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

2.15 5.73 ng 291300 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 11 (2.152 min): BF103280.D (-5) (-) m/z 73.00 100.00%
7B
5000 43
55 87
37 o7 81 2.20 2.30 2.40 2.50 2.60
o S 7 N T PR - S — m/z 43.00 38.86%
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 28.14%
L Ps alw
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 UL RRRAE R RN AR R
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 23.98%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e R A aas mas
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 10.83%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' R R R U IR U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.11 2.46 ng 124972 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 514 (5.110 min): BF103280.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 480 5.00 5.20 5.40
83 : : : :
0...,....',"...-!-l,....,-....,|....,....,....,....,....,2.0.7.. m/z 59.00 61.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 T T T T T T T T T T
59 480 500 520 540
m/z 101.00 17.39%
31 ‘ g3 101
L L s I L S B MRS R wa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 41 m/z 58.00 15.66%
29
87
15 70 98
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59 480 5.00 5.20 5.40
m/z 41.00 9.08%
5000
a1 101
0 '}?l?Z“'wu"H“i'z}'F?"'l""l"' L DU SR S IR LS LR LSRR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 66 .55 ng 3380260 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF103280.D (-771) (-) m/z 132.00 100.00%
5000 68
40 s4 9% 640 6.60 6.80 7.00
ol 48 s 27 Th/z 68.00 38.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N L
5000 IR IS U R L
6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.96%
0"'|""'H‘|l'H'|'l"‘"|""|"""|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 25.70%
33 a4 . 105
56 ' 80
G S S U S UL UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200 I
Abundance #14491: 5-Aminoindole TTT T T ILI LI L L
132 6.40 6.60 6.80 7.00
m/z 69.00 14 .96%
5000
104
14 27 39 51 GF T g9 | 115 M
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n 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

R.T. EstCo
10.80 2.26
Hit# of 5

1 Pentadecane
2 Eilcosane

3 Octacosane

4 Tridecane.

Pentadecane Concentration Rank 7
nc Area Relative to ISTD R.T.
ng 100268 Phenanthrene-d10 11.40
Tentative ID MW  MolForm CAS# Qual
212 C15H32 000629-62-9 93
282 C20H42 000112-95-8 86
394 C28H58 000630-02-4 86
1-iodo- 310 C13H271 035599-77-0 80
-methyl-6-propyl- 226 C16H34 055045-08-4 72

5 Dodecane, 2

Abundance Scan 1481 (10.798 min): BF103280.D (-1479) (-) m/z 57.00 100.00%
57
5000
85
113 155 197 332 10.40 10.60 10.80 11.00 11.20
) SN 0 P R . RS m/z 43.00 74.18%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 | LN LI L L LB LB L
85 10.40 10.60 10.80 11.00 11.20
29 m/z 71.00 60.40%
113
ol b4~ 2t ge 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
B s S R
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 33.08%
85
29
o 113 141 169 197 225 253 282
R B H e e T e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T o o
57 10.40 10.60 10.80 11.00 11.20
m/z 85.00 30.77%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
R e T e e iR A B e o e
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00 11.20
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Wed Feb 28 10:28:39 2018

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6 Silane, diethylbutoxy(cis-4... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.09 2.02ng 80900  Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Silane. diethvibutoxv(cis-4-meth... 272 C15H3202Si  1000363-55-0 50

002642-98-0 50
1000363-54-9 50
018547-64-3 50

2 6-Chrysenamine 243 C18H13N
3 Silane. diethvl(cis-4-methvlcvcl... 272 C15H3202Si
4 Pentanoic acid. tributylsilvl ester 300 C17H3602Si

5 Silane, diethylisobutoxy(trans-4... 272 C15H3202Si 1000363-56-4 50
Abundance Scan 1701 (12.092 min): BF103280.D (-1696) (-) m/z 243.20 100.00%
243
5000
43 57 o1 SRMENPUUPAY A 1 M S .
i | 107 129 147 973447.0,215 258 11.80 12.00 12.20 12.40
0 m/z 90.95 24 _.38%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #120982: Silane, diethylbutoxy(cis-4-methylcyclohexyloxy)-
243
147
5000 91 TT T[T T T T[T T T T[T T T T[T 711
11.80 12.00 12.20 12.40
m/z 43.00 22.07%
27 41 55 1105 131 | 173 199215229 | 271
R S eE B LA R LS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
243
e
11.80 12.00 12.20 12.40
5000 m/z 57.00 20.48%
215
18 39 6377 93 107121 139 163 189 228
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #120983: Silane, diethyl(cis-4-methylcyclohexyloxy)isobutoxy- A
243 11.80 12.00 12.20 12.40
91 m/z 244.10 20.32%
147
5000
75
20 4761 | || | 117131 | | 173 199215229 | 257971
R e A AL SRR 1§
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Isobutyl tetradecyl carbonate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.87 2.64 ng 108857 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 86
2 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 86
3 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 80
4 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 72
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 52

Abundance Scan 2003 (13.868 min): BF103280.D (-2001) (-) m/z 57.00 100.00%
83
5000
229 R e B
125 150162 185 211 " 13.60 13.80 14.00 14.20
0! m/z 55.00 97 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #156543: Isobutyl tetradecy! carbonate
57
5000 LRI B DU BRI B
1360 1380 14.00 14.20
69 83 97 m/z 43.00 86.12%
m/z--> 20 ' 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
69 '13.60 13.80 14.00 14.20
5000 83 o m/z 83.00 72.98%
29
111
125
o 139154168182196210224238 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104193: Dodecane, 6-cyclohexyl- i B
57 1360 1380 14.00 14.20
2 8 m/z 97.00  62.10%
71
5000 97
111
0 ,N.HHH.NL,JM LN ‘ BESCE I e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103280.D

Aca On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9-Octadecenamide, (Z)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.80 7.21 ng 296943 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 83
3 Octanamide 143 C8H17NO 000629-01-6 64
4 Dodecanamide 199 C12H25N0 001120-16-7 53
5 Octadecanamide 283 C18H37NO 000124-26-5 53

Abundance Scan 2161 (14.798 min): BF103280.D (-2158) (-) m/z 58.95 100.00%
9
5000
41
83 0 14'60 14'80 1500 15 20
112 14.40 14.60 14.80 15.00 15.20
140
o o y” 162179 209 240 264282302320 380 rzz 72.00  60.99%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 AL DU BB IUBLN B
14.40 14.60 14.80 15.00 15.20
m/z 55.00 47 .96%
81 g8 1
0 |1\|8”| \I\‘ \HH H‘ ‘\H MM \H - 15“} . ]:8‘} |22|O|23|8| ; |2|81I —
m/z--> 50 100 150 200 250 300 350
Abundance
59
14.40 14.60 14.80 15.00 15.20
5000 a1 m/z 43.00 32.56%
337
s 100 126 154 184 205 234254 276204 320 wvvdwjkwkpprPL»AVVAv“J&qu
m/z--> 50 100 150 200 250 300 350
Abundance #20317: Octanamide N e o
59 14.40 14.60 14.80 15.00 15.20
m/z 41.00 30.78%
- /_/LJ'JJ\M,
4 86
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103280.D

Acq On : 27 Feb 2018 22:54

Operator : SJ/JU

Sample : J1703-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.15 5.7 ng 291300 1 6.87 1015930 20.0
2-Pentanone, 4-hy... 5.11 2.5 ng 124972 1 6.87 1015930 20.0
unknown6 .65 6.65 66.5 ng 3380260 1 6.87 1015930 20.0
Pentadecane 10.80 2.3 ng 100268 4 11.40 888551 20.0
Silane, diethylbu... 12.09 2.0 ng 89900 4 11.40 888551 20.0
Isobutyl tetradec... 13.87 2.6 ng 108857 5 14.06 823830 20.0
9-Octadecenamide, ... 14.80 7.2 ng 296943 5 14.06 823830 20.0
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