LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J4729-05 osxnaoséipoe
isc :

ALS Vial : 31 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-BF083018 .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

5.231 489 492 500 rBvV 25147 34375 1.35% 0.249%
5.666 559 566 582 rBv4 40703 242482 9.55% 1.756%
rBv 65799 148996 5.87% 1.079%
6.772 751 754 783 rBV 465240 1020825 40.22% 7.394%
7.007 790 794 815 rVB 133572 382404 15.07% 2.770%
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7.154 815 819 854 rVB 1244027 1887074 74.36% 13.668%
7.566 885 889 910 rBV 507019 1273138 50.16% 9.221%
rBv 172717 439362 17.31% 3.182%
9.354 1189 1193 1224 rBV 1682203 2537903 100.00% 18.382%
9.742 1256 1259 1270 rBV 62989 89776 3.54% 0.650%
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11 10.036 1306 1309 1326 rBV 316766 452656 17.84% 3.279%
12 10.695 1418 1421 1428 rBV 51660 51487 2.03% 0.373%
13 10.836 1441 1445 1472 rBV 409434 867352 34.18% 6.282%
14 11.542 1561 1565 1583 rBV 267556 508301 20.03% 3.682%
15 13.118 1829 1833 1862 rBV 2119728 2534184 99.85% 18.355%

16 14.089 1988 1998 2009 rBVS8 26242 104812 4._.13% 0.759%
17 14.195 2012 2016 2025 rBV 405505 564026 22.22% 4._.085%

18 15.018 2152 2156 2161 rBvV 50386 53474 2.11% 0.387%
19 15.295 2200 2203 2207 rBvV 30209 36245 1.43% 0.263%
20 15.707 2268 2273 2276 rBV 36143 51603 2.03% 0.374%
21 15.754 2276 2281 2299 rVB 201577 396344 15.62% 2.871%
22 16.171 2348 2352 2359 rVB2 34132 55408 2.18% 0.401%
23 16.718 2441 2445 2452 rVB3 25693 41522 1.64% 0.301%
24 17.359 2550 2554 2566 rVBS8 13657 32582 1.28% 0.236%
Sum of corrected areas: 13806331
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

ﬁ?ggle i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.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: BF108719.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

ﬁ?ggle i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 53.39 ng 1020830 1,4-Dichlorobenzene-d4 7.01
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 12
3 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 754 (6.772 min): BF108719.D (-751) (-) m/z 131.95 100.00%

131.9
5000 68.1

40.0 96.0 L L L Ly L B
540 ”L| 78.0 1060 6.40 6.60 6.80 7.00 7.20

Ol bbbl 80 L A00 W Tm/z 68.10  43.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 e e e S
6.40 6.60 6.80 7.00 7.20

m/z 134.00 33.12%

310 510 ‘
”.w.”.l”wplnﬂ.”,nxi”7h9“w.”.“i.“.”“.”,n”,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

6.40 6.60 6.80 7.00 7.20

o

5000 m/z 66.05 27.76%
33.0 44.0 0.0 105.0
60.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14394: 1,2,3-Trifluorobenzene
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.12%

5000
63.0 81.0
18.0 31\0 500\ M‘ ! | ‘\ 930 \10\60\\ |
||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

Sample : J4729-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Triethyl citrate Concentration Rank 6

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

10.70 2.27 ng 51487 Acenaphthene-d10 10.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 42
4 2-Chlorobenzoic acid. hexadecvl ... 380 C23H37Cl02 070152-86-2 40
5 1-Amino-2-methylnaphthalene 157 C11H11N 002246-44-8 38

Abundance Scan 1422 (10.701 min): BF108719.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
430 L R B B N
87.0 203.0 10.40 10.60 10.80 11.00
o T m/z 115.00 33.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000 29.0 LA L L L L
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 17.71%
ob | 6o.0 8.0 | 2310 277.0
B L s e o e n E  REARAREEER R EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.51%
87.0
‘ 188.0
3 N S W T Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #204426: 3-Chloro2-fluorobenzoic acid, 6-pentadecy! ester LN e o o i e
157.0 10.40 10.60 10.80 11.00
m/z 203.00 8.68%
5000
210.0
430 690 970 4399
Ob e e 4 L 820 L2570 S | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

ﬁ?ggle i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Carbonic acid, hexadecyl 2,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.09 3.72 ng 104812 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI303 1000314-56-2 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 87
Abundance Scan 1998 (14.089 min): BF108719.D (-1988) (-) m/z 57.10 100.00%
51.1 83.1
5000
" "13160 14100 1420 1440
Ob-rrprerrfrdby : m/z 43.05 98.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy! ester
55.0 83.0
5000 SR A SUNILA B SR
13.80 14.00 14.20 14.40
29.0 m/z 83.10 84 .93%
Obrrry .'l.h. !1| i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55,0
97.0 13.80 14.00 14.20 14.40
5000 m/z 55.05 67 .53%
29.0
125.0
bl 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159657: Acetic acid, chloro-, hexadecy! ester AR EEEEE S
43.0 83.0 13.80 14.00 14.20 14.40
m/z 69.05 65.74%
5000 111.0
o ¥ 139.0 156.0 196.0 222.0 260.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 113,80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

ﬁ?ggle i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.70 ng 53474 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
2 Saualene 410 C30H50 000111-02-4 87
3 Supraene 410 C30H50 007683-64-9 87
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 2156 (15.018 min): BF108719.D (-2152) (-) m/z 69.05 100.00%
69.0
5000 l
0501371 oo 2620 " 14:80 15.00 15.20 15.40
Ot --.'.?"m'“".-.'.a,.... | | m/z 81.05  50.84%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 LR S B UL B
1480 15.00 15.20 15.40
m/z 41.10 27 .69%
29. [ 1230
T O S .
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215931: Squalene
69.0
" 14:80 15.00 15.20 15.40
5000 m/z 95.10 13.51%
7.0
S A ’J"?ﬂ w| A OF2 2810 2730 3410 4100
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215928: Supraene R B R e ma
69.0 14.80 15.00 15.20 15.40
m/z 68.10 12.78%
5000
7.0
o 29.41 L J&OQOH | 191.0 231.0 273.0 341.0 410.0
mz-> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

ﬁ?ggle i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.80 ng 55408 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2352 (16.171 min): BF108719.D (-2348) (-) m/z 57.05 100.00%
57.0
5000 85.0
132111691 2070 150 16,00 16,20 1640
o..-.|,."|l|~. T il S - m/z 43.10 68.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 SR U A SRR
85.0 15. 80 16. oo 16. 20 16.40
29.0 m/z 71.10 63.83%
oL ‘ o [113-0141.0169.0197.0225.0253.0 282.0
m/z--> 160 1éo 260 250 360 3éo
Abundance #194494: Hexacosane
57.0
15.80 16.00 16.20 16.40
0
5000 5.0 m/z 85.05 44 .65%
113.0
Oﬁﬂijdﬂkyﬁm%wmnmmm 295.0 366.0
m/z--> 55 160 150 260 2%0 300 3%0
Abundance #185533: Pentacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 29.01%
5000 85.0
113.0
129 | [ A40169.0  211.0239.0267.0295.0323.0 352.0
m/z--> 50 1(')0 150 2(')0 251;0 3(')0 3&'30 15. 80 16. oo 16. 20 16. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108719.D

Aca On : 1 Sep 2018 5:34

Operator : JU/SJ

ﬁ?ggle i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.10 ng 41522 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Heptacosane 380 C27H56 000593-49-7 78
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 2445 (16.718 min): BF108719.D (-2441) (-) m/z 57.10 100.00%
57.1
5000 M\J\VV\
132 1910  267.0 16,40 16.60 16.80 17.00
o m/z 43.10 76.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0
5000 LI BRI BULLILS UL SULLE
16 40 16. 60 16. 80 17.00
1 m/z 71.10 67.10%
ol hl 169.0 225.0 281.0 337.0 394.0
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance #185533: Pentacosane
57.0
16.40 16,60 16.80 17.00
5000 m/z 85.05 40.63%
113.0
o Iy 169022502810 3520
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane
57.0 16.40 16.60 16.80 17.00
m/z 41.05 23.76%
5000
3.0
o ,169.0 2530 309.0 3790 _ 477.0 5330 _ 6180
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&'30 GCI)O 16 40 16. 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083118\

Data File : BF108719.D

Acq On : 1 Sep 2018 5:34

Operator : JU/SJ

3?22'6 i J4729-05 082918-DBRI-F-D-B
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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 .77 6.77 53.4 ng 1020830 1 7.01 382404 20.0
Triethyl citrate 10.70 2.3 ng 51487 3 10.04 452656 20.0
Carbonic acid, he... 14.09 3.7 ng 104812 5 14.19 564026 20.0
1,5,9-Undecatrien... 15.02 2.7 ng 53474 6 15.75 396344 20.0
Eicosane 16.17 2.8 ng 55408 6 15.75 396344 20.0
Octacosane 16.72 2.1 ng 41522 6 15.75 396344 20.0
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