LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 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_.252 364 368 377 rVB 28693 37763 1.35% 0.157%
2 4.899 474 478 486 rVB 137841 169676 6.05% 0.705%
3 5.322 544 550 553 rBY 2178931 2274289 81.15% 9.444%
4 6.346 719 724 735 rVB 2289888 2498143 89.13% 10.373%
5 6.475 742 746 750 rBVY 2500892 2418746 86.30% 10.044%
6 6.704 782 785 789 rBV 748370 641943 22.90% 2.666%
7 6.863 808 812 815 rBVY 2307543 1882451 67.17% 7.817%
8 7.269 876 881 884 rBY 1665286 1523789 54.37% 6.327%
9 7.987 999 1003 1006 rBY 1055976 816598 29.14% 3.391%
10 9.063 1182 1186 1189 rBvY 3278566 2802718 100.00% 11.638%

11 9.457 1249 1253 1256 rBV 901418 670347 23.92% 2.784%
12 9.734 1297 1300 1304 rVB 1014130 912051 32.54% 3.787%
13 10.522 1429 1434 1437 rBV 1877596 1674003 59.73% 6.951%
14 11.210 1548 1551 1555 rBV 1043378 901289 32.16% 3.743%
15 11.751 1640 1643 1651 rBV2 91180 96052 3.43% 0.399%

16 12.798 1816 1821 1824 rBV 2483043 2369001 84.53% 9.837%
17 13.216 1878 1892 1893 rBV6 46740 127634 4 _55% 0.530%
18 13.704 1971 1975 1984 rVvB2 105230 144300 5.15% 0.599%
19 13.833 1993 1997 2001 rBV 820432 769162 27 .44% 3.194%

20 14.021 2026 2029 2032 rBV 38375 35936 1.28% 0.149%
21 14.327 2077 2081 2085 rBV 46001 53146 1.90% 0.221%
22 14.621 2127 2131 2135 rBV 49420 49706 1.77% 0.206%
23 14.686 2139 2142 2146 rVB 53915 50122 1.79% 0.208%
24 14.933 2181 2184 2188 rBV 63021 63667 2.27% 0.264%
25 15.239 2230 2236 2240 rBV 708388 800712 28.57% 3.325%
26 15.286 2240 2244 2248 rVB 63350 73042 2.61% 0.303%
27 15.686 2308 2312 2318 rVB 72263 98905 3.53% 0.411%
28 16.151 2386 2391 2396 rBV2 45721 77766 2.77% 0.323%
29 16.692 2477 2483 2490 rBV2 25091 49311 1.76% 0.205%
Sum of corrected areas: 24082268
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109264.D
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Abundance TIC: BF109264.D
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Abundance TIC: BF109264.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 5.29 ng 169676 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 478 (4.899 min): BF109264.D (-474) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 III|IIII|IIII|IIII|IIII
| 83.0 4.60 4.80 5.00 5.20
o} T 1 | A DA NN m/z 59.10 54.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SR L SR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 20.28%
270 || oo 830 1010
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 5.00 520
5000 m/z 58.10 14 .68%
101.0
150 310 [ 580490 g0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.19%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 75.36 ng 2418750 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.469 min): BF109264.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 S J Tk 40 6k0 6h0
01 B e T m/z 68.10 45_.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S RANE RS RS AR
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 31.16%
51.0 70.0 86.0
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.45%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.73%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R mE e
m/z--> 20 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\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.13 ng 96052 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1643 (11.751 min): BF109264.D (-1640) (-) m/z 73.00 100.00%
431  73.0
5000
129.1
97.0
1571 1852 2132 256.2 11.40 11.60 11.80 12.00
(o} m/z 43.10 91.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

T

129.0 T
11.40 11.60 11. 80 12.00

ss60 | M/z 60.00 77.92%

5000

157.0 1g50 213.0

‘J‘“83.0

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0 km
1140 11.60 11.80 12.00
5000 129.0 m/z 41.05 71.42%
15.0

0!

0 f
m/z--> 60 80 100 120 140 160 180 200 220 240 260 AMAAWHWAW,M,NJKw~uJLvm~MuM»u
Abundance #84453: Tetradecanoic acid L B
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 62.76%
5000 129.0
185.0 228.0
‘910
0..w...‘L.w‘”‘JMuMMJW,muWM}ﬁ79ﬂ...” e o e u——
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF092218 .M Tue Sep 25 13:12:50 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl3.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.22 3.32 ng 127634 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Formvl-2.2-dimethvl-3-cis-(2-m... 220 C15H240 1000144-10-0 42
2 (R)-(-)-14-Methvl-8-hexadecvn-1-ol 252 C17H320 064566-18-3 41
3 1.4-Methanoazulen-9-one. decahvd... 220 C15H240 000465-26-9 30
4 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 25
5 1,E-8,Z-10-Hexadecatriene 220 C16H28 080625-33-8 25
Abundance Scan 1893 (13.222 min): BF109264.D (-1878) (-) m/z 69.05 100.00%
69.0 109.1
41.0 163.1
5000 187.1 1011
2112 oupp 2732 S
13.00 13.20 13.40 13.60
o} m/z 109.10 94 .59%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77627: 1-Formyl-2,2-dimethyl-3-cis-(2-methyl-but-2-enyl)-...
69.0
5000 LI SN BN BULULN L
109.0 13.00 13.20 13.40 13.60
205.0 m/z 95.10 92.02%
| 136.0 164.0
B [ ) Y
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104165: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
55.0 81.0

13.00 13.20 13.40 13.60
m/z 55.00 79.35%

5000

o 166.0 195.0 223.0 252.0

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

Abundance #77643: 1,4-Methanoazulen-9-one, decahydro-1,5,5,8a-tetram... N R B e e
13.00 13.20 13.40 13.60

m/z 81.00 70.75%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.75 ng 144300 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 83
4 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 83
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
Abundance Scan 1974 (13.698 min): BF109264.D (-1971) (-) m/z 43.05 100.00%
43.4
7.0
5000
1531 2001 2811 1340 1360 1380 1400
0,”.,.”.“.”m”...”.“.L,”.w.”.“.”,”.w.”.“.”,. m/z 57.10 99.58%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 R B SRR L SURRA
1340 13.60 13.80 14.00
11.0 m/z 55.05 80.60%
o 196.0 58,0
el
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate
57.0
13.40 13.60 13.80 14.00
m/ 83.05 78 .48Y%
5000 10 z 0
o kb1 12670 2220 2780 3340 3900 H8.0a0a0 s
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143260: 1-Dodecanoal, 2-octyl- e BN B REaEE R
57.0 13.40 13.60 13.80 14.00
m/z 69.10 71.39%
5000
11.0
ol | | 167.0 224.0 2800
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109264.D

Aca On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample = J5023-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.47 ng 98905 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2313 (15.692 min): BF109264.D (-2308) (-) m/z 57.10 100.00%
51.1
5000
T "iRas To'a0 1530 1500
1551 197.1 281.1 : : : :
b L e e A | Wiz 71.10  77.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LRI B B UL B
mmmmmmmm
99.0 m/z 43.05 63.70%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 55.52%
99.0
oL 14 L)) | , 1410 1830 225.0 267.0 309.0  367.0
m/z--> éo 160 1éo 200 2éo 360 3%0 460
Abundance #219831: Triacontane S o e o M
57.0 15.40 15.60 15.80 16.00
m/z 99.10 23.25%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4c')o 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109264.D

Acq On : 24 Sep 2018 13:49

Operator : JU/SJ

Sample - J5023-09

Misc :

ALS Vial : 11 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]
2-Pentanone, 4-hy... 4 .90 5.3 ng 169676 1 6.70 641943 20.0
unknown6 .47 6.47 75.4 ng 2418750 1 6.70 641943 20.0
n-Hexadecanoic acid 11.75 2.1 ng 96052 4 11.21 901289 20.0
unknownl13.22 13.22 3.3 ng 127634 5 13.83 769162 20.0
Ethanol, 2-(tetra... 13.70 3.8 ng 144300 5 13.83 769162 20.0
Heneicosane 15.69 2.5 ng 98905 6 15.24 800712 20.0
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