LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample : K4787-09

Misc :

ALS Vial : 18 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-BF083019.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 5.440 566 570 574 rBVY 1584228 1621886 79.47% 8.622%
2 6.457 738 743 746 rBVY 1823355 1778069 87.12% 9.452%
3 6.592 762 766 770 rBVY 1953742 1833324 89.83% 9.746%
4 6.822 802 805 813 rBV 478218 387455 18.98% 2.060%
5 6.981 828 832 835 rBVY 1623313 1313598 64.36% 6.983%
6 7.381 896 900 903 rBVY 1164258 1068774 52.37% 5.681%
7 8.104 1019 1023 1038 rBV 544156 517132 25.34% 2.749%
8 9.175 1201 1205 1216 rBvY 2333530 2040923 100.00% 10.849%
9 9.292 1223 1225 1230 rVB 33150 26448 1.30% 0.141%
10 9.563 1268 1271 1277 rBV 140968 129305 6.34% 0.687%

11 9.851 1317 1320 1333 rVB 685098 625825 30.66% 3.327%
12 10.639 1450 1454 1461 rBV 1389916 1253810 61.43% 6.665%

13 11.233 1551 1555 1559 rBV3 41390 50494 2.47% 0.268%
14 11.333 1569 1572 1575 rBV 681025 637540 31.24% 3.389%
15 11.357 1575 1576 1579 rVvVv 146615 99843 4._.89% 0.531%
16 11.404 1582 1584 1588 rVB 27399 31658 1.55% 0.168%
17 11.586 1612 1615 1618 rBv4 25095 25875 1.27% 0.138%
18 11.863 1659 1662 1666 rBV2 96627 100408 4.92% 0.534%
19 12.010 1685 1687 1690 rBV3 42550 42700 2.09% 0.227%
20 12.198 1716 1719 1721 rBV2 45640 53801 2.64% 0.286%

21 12.322 1737 1740 1744 rBV2 85399 116830 5.72% 0.621%
22 12.545 1773 1778 1781 rBV 240266 360821 17.68% 1.918%
23 12.774 1814 1817 1819 rBV 157109 147018 7.20% 0.782%
24 12.921 1837 1842 1845 rBV 1939568 2021526 99.05% 10.746%
25 13.974 2018 2021 2024 rBV 464972 417307 20.45% 2.218%

26 16.121 2382 2386 2394 rVB 615852 1170521 57.35% 6.222%
27 16.551 2455 2459 2466 rVB 319208 573712 28.11% 3.050%
28 17.115 2552 2555 2561 rVB2 209031 364901 17.88% 1.940%

Sum of corrected areas: 18811504

8270-BF083019.M Thu Sep 12 17:18:01 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF091119\

BF116967.D

12 Sep 2019 00:41

HP/JU

K4787-09

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample = K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.59 Concentration Rank 1

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

6.59 94 .63 ng 1833320 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.592 min): BF116967.D (-762) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTTTT T T T T T T T
40 _ sa | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:II.'.‘.‘?,::.??:.n.'....,..f.‘?,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.10 42.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
AN
5000 AN RN R L
6.20 6.40 6.60 6.80 7.00
o6 104 m/z 134.00 32.59%
14 27 37445158 0 T g9 g7 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80 7.00

5000 67 m/z 66.00 27.62%
41 97
53 117
oo e B e 80,1 105 L1z
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.98%
117
5000
a0 o1
51
27 ‘ 105 ‘
it o s e | el sl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample = K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Anthracene, 1l-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.15 ng 100408 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 64
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 51
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 38

Abundance Scan 1662 (11.863 min): BF116967.D (-1659) (-) m/z 72.95 100.00%

192

5000

11.60 11.80 12.00 12.20
m/z 192.10  98.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54740: Anthracene, 1-methyl-

5000
11.60 11.80 12.00 12.20

m/z 60.00 76 .26%

82 o9g

39 63

18 115 139152
R L s R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

0 A AN
LI B L L L L L B

11.60 11.80 12.00 12.20
5000 m/z 43.10 76.04%

94
115 139152
S REREEEEERE EER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid B e R

43 60 7 11. 60 11. 80 12. 00 12 20
m/z 41.00 65.09%
N Adww_/kJAan»ﬂMWWA”’uAﬂWM}w

213
» 143 97171185100
i 1L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample = K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.67 ng 116830 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Heneicosane 296 C21H44 000629-94-7 58
3 Eicosane 282 C20H42 000112-95-8 50
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 50
5 Hexadecane 226 C16H34 000544-76-3 49
Abundance Scan 1740 (12.322 min): BF116967.D (-1737) (-) m/z 57.10 100.00%
57
85
5000 119
4|. rTryrrrryrrrryrrrTrTrTTT
142 1690 203 229245 274 12.00 12.20 12.40 12.60
S ..'|, o -'-'Jlol?" -' b et m/z 71.10 76.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 U AR SR DR
41 nmnmnmnm
m/z 85.10 55.12%
. Lod 1}3 L 141 169 197 225 254
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance #141426: Heneicosane
57
o 12.00 12.20 12.40 12.60 '
5000 m/z 119.10 46.01%
4
113
‘ L [ e 160 197 225 25368 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #129491: Eicosane e A REEEEEasS
57 12.00 12.20 12.40 12.60
m/z 43.10 42 _47%
5000 4 85
26 |l ‘ Iy oy 13, 141 169 lo7 225 253 282
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample = K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl6.12 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.12 20.00 ng 1170520 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7a-l1sopropenvl-4_ 5-dimethvloctah... 236 C15H2402 1000192-14-7 40
2 3-Fluoro-4-trifluoromethvlbenzoi... 386 C14H5CI3F402 1000360-60-0 27
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 25
4 5-(l1l-1sopropenvl-4_.5-dimethvlbic... 332 C22H3602 1000195-69-8 25
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 25
Abundance Scan 2386 (16.121 min): BF116967.D (-2382) (-) m/z 191.20 100.00%
191
95
at 1 15:80 16.00 16.20 16.40
383 : : :
217 245 274 304 329 359383 410 440 n/z 95.10 50 01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90782: 7a-lsopropenyl-4,5-dimethyloctahydroindene-4-carbo...
191
135
4 107
5000 81 U R BN BN B
15.80 16.00 16.20 16.40
162 236 m/z 81.10 49.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205282: 3-Fluoro-4-trifluoromethylbenzoic acid, 2,4,5-tri...
191
15:80 16.00 16.20 16.40
5000 m/z 177.20 38.65%
163
75 113 ‘ 386
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L L e
191 15.80 16.00 16.20 16.40
m/z 123.10 36.35%
107 149
??”ﬁL%{MMJ““k"“'|“"'|""|"'w""|""| R AR BN BN B
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample = K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16 .55 9.80 ng 573712 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 52
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 38
5 Terephthalic acid, 2-isopropylph... 326 C20H2204 1000323-58-0 35
Abundance Scan 2459 (16.551 min): BF116967.D (-2455) (-) m/z 191.20 100.00%
191
95
5000
a1 103 16.20 16.40 16.60 16.80
218 397 : . . )
245269 295 323345369 427 n/z 95 .10 55 310
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 SNSRI SRR B
16.20 16.40 16.60 16.80
123 149 m/z 81.10 41.22%
..'.l|".§'.9".‘9.l}|"‘.‘.'|.‘ll.'l|.'J.J. e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
16.20 16.40 16.60 16.80
5000/ 28 m/z 69.10 35.44%
‘ s 95 135 163
IIIII‘III\II‘\IIJI‘\IEI\I\IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R B .
191 16.20 16.40 16.60 16.80
m/z 123.10 32.20%
5000 57
107 149
ggﬁ”t%{Mtw“ME"“ AL DAL SR SULL S SNSRI AU B
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116967.D

Aca On : 12 Sep 2019 00:41

Operator : HP/JU

Sample = K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl7.12 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.12 6.23 ng 364901 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
2 Amiphenazole 191 C9HON3S 000490-55-1 35
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
4 7.9-Di-tertbutvl-1-oxaspirol4.51... 262 C17H2602 138345-00-3 27
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 27

Abundance Scan 2556 (17.121 min): BF116967.D (-2552) (-) m/z 191.20 100.00%
191
95
5000 7
41 137 163 e e A
41267 309 m/z 95.10 68.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 LU UL SRS IR
16 80 17. 00 17.20 17.40
123 149 m/z 205.20 58.43%
91
e g Jj'kjl | SRR ALY DAL DAL WAL |
m/z--> 50 100 150 200 250 300 350 400
Abundance #54042: Amiphenazole
191
16.80 17.00 17.20 17.40
5000 121 m/z 81.05 56.99%
43 77 149
\h ‘.‘L‘.]'?b'ﬁ..dl“..l N e
m/z--> 50 100 150 200 250 300 350 400
Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro- T
5 191 16.80 17.00 17.20 17.40
41 m/z 109.10 41.15%
67
5000
135 274
adlasy, | orpas |
m/z--> 50 100 150 200 250 300 350 400 16 80 17. 00 17. 20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091119\
Data File : BF116967.D

Acq On : 12 Sep 2019 00:41

Operator : HP/JU

Sample : K4787-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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 .59 6.59 94.6 ng 1833320 1 6.82 387455 20.0
Anthracene, 1l-met... 11.86 3.1 ng 100408 4 11.33 637540 20.0
Octadecane 12.32 3.7 ng 116830 4 11.33 637540 20.0
unknownl16.12 16.12 20.0 ng 1170520 6 15.43 1170520 20.0
2,4,5,5,8a-Pentam... 16.55 9.8 ng 573712 6 15.43 1170520 20.0
unknownl7.12 17.12 6.2 ng 364901 6 15.43 1170520 20.0
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