LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070219\

Data File : BF115374.D

Aca On 2 Jul 2019 21:47 Instrument :

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

3?22Ie : K3628-01 NJ217.368

ALS Vial : 16 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-BF062119.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_.437 420 425 430 rvB 50132 58067 1.26% 0.136%
2 5.201 550 555 558 rBY 3338597 3398267 73.87% 7.970%
3 6.248 727 733 736 rBY 3279954 3654714 79.44% 8.572%
4 6.372 749 754 757 rBV 4014587 3800753 82.62% 8.914%
5 6.601 790 793 797 rBV 1428691 1242356 27.01% 2.914%
6 6.760 816 820 823 rBV 3464042 3009611 65.42% 7 .059%
7 7.166 884 889 892 rBVY 2466467 2310311 50.22% 5.419%
8 7.890 1007 1012 1017 rBV 1584701 1587539 34.51% 3.723%
9 8.884 1178 1181 1183 rBV2 84241 74851 1.63% 0.176%
10 8.966 1191 1195 1198 rBV 4918930 4600419 100.00% 10.790%

11 9.048 1206 1209 1214 rBV6 117075 154832 3.37% 0.363%
12 9.278 1246 1248 1250 rBV2 119961 109540 2.38% 0.257%
13 9.360 1258 1262 1265 rBV2 776102 853894 18.56% 2.003%
14 9.389 1265 1267 1269 rVV 307365 293678 6.38% 0.689%
15 9.413 1269 1271 1275 rVB3 192845 213709 4._.65% 0.501%

16 9.489 1282 1284 1285 rBV 80484 59524 1.29% 0.140%
17 9.513 1285 1288 1290 rVvVv3 218707 255885 5.56% 0.600%
18 9.554 1293 1295 1299 rVB 588693 553749 12.04% 1.299%
19 9.595 1299 1302 1304 rBV2 183020 209848 4_56% 0.492%
20 9.636 1304 1309 1315 rBV2 2190069 2480578 53.92% 5.818%

21 9.807 1336 1338 1340 rBvV 235585 271804 5.91% 0.637%
22 9.919 1354 1357 1360 rBV3 500452 490263 10.66% 1.150%
23 10.054 1376 1380 1383 rBV2 683211 778543 16.92% 1.826%
24 10.425 1440 1443 1447 rBV 2031218 1814823 39.45% 4._.257%
25 10.583 1468 1470 1473 rVB 947872 799842 17.39% 1.876%

26 11.048 1547 1549 1552 rVB 1028156 940300 20.44% 2.205%
27 11.119 1558 1561 1563 rBV 1677364 1372904 29.84% 3.220%
28 12.707 1827 1831 1837 rVB 3666303 3717722 80.81% 8.720%
29 13.742 2003 2007 2011 rBV 1556976 1413632 30.73% 3.316%
30 14.242 2090 2092 2095 rBV 86572 78437 1.70% 0.184%

31 14.536 2139 2142 2146 rVB 154708 160637 3.49% 0.377%
32 14.842 2190 2194 2197 rVB 139197 153137 3.33% 0.359%
33 15.113 2235 2240 2247 rVV 1125326 1351001 29.37% 3.169%
34 15.177 2247 2251 2258 rVB 130165 178232 3.87% 0.418%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample : K3628-01

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.560 2312 2316 2321 rVB2 89905 120576 2.62% 0.283%

36 16.001 2387 2391 2397 rVB2 47294 72075 1.57% 0.169%

Sum of corrected areas: 42636053
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070219\

BF115374.D

2 Jul 2019 21:47

HP/JU

K3628-01

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.37 Concentration Rank 1

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

6.37 61.19 ng 3800750 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 754 (6.372 min): BF115374.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
w00 9.0 J oo 650 640 650 88
-0 54,0 . ) . .
0 lgro | yuso m/z 68.00 37.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 NSNS AR SRR
6.00 6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.92%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.00 24.12%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180 I
Abundance #52379: Tranylcypromine-propionyl O EEams L R
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 14 .93%
74.0
5000 9go 1160
0: — II‘I\I\I\I ""Ml ||“|| |‘H“||‘|“| II‘MII ||EI-5|8.0||| ||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 12

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

9.51 2.06 ng 255885 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 89
2 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 43
3 Phosphinecarboxvlic acid. dietho... 210 C7H1505P 001474-78-8 20
4 Cvclopropane. 1.1-dimethvl-2-(2-... 124 C9H16 069147-03-1 20
5 1H-Pyrazole, 1l-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 18

Abundance Scan 1288 (9.513 mm) BF115374.D (-1285) (- ) m/z 69.00 100.00%
3.1
5000
-~ 920 940 9.60 9.80
o} : m/z 193.10 95 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 690 9.0 USRS R SRR
9.20 9.40 9.60 9.80
m/z 109.05 94 .37%
151.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60376: 6-Nitroundec-5-ene
55.0
920 940 9.60 9.80
5000 m/z 95.00 87 .92%
29.0 83.0
b Ll lroee  ssmotsso 120,
m/z--> 20 45 éo 80 100 150 150 1éo 180 200 220
Abundance #69742: Phosphinecarboxylic acid, diethoxy-, ethyl ester, ... R R mEEE
109.0 9.20 9.40 9.60 9.80
81.0 m/z 83.05 75.74%
5000 29.0 137.0
L 400 | )| %0 se0 oio
m/z--> 20 40 60 80 160 120 140 160 180 200 250 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown9.55 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.55 4_.46 ng 553749 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11Tnonane. 9-I3... 193 C12H24BN 1000162-56-0 43
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 (CvclopropvDtrivinvisilane 150 C9H14Si 1000109-93-8 27
4 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 27
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 22
Abundance Scan 1294 (9.548 min): BF115374.D (-1293) (-) m/z 193.15 100.00%
198.2

41.0 69.0 97.1

5000

9.20 9.40 9.60 9.80
m/z 41.00 55.75%

209.1
o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55457: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
193.0

84.0

5000

920 9.40 9.60 9.80
m/z 97.10 52 .05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
L B o
123.0 9.20 9.40 9.60 9.80
5000 m/z 69.00 50.17%
150.0
95.0
oL 260 42.0 559 75.0 o . 1760 ||
B B e B B b o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24620: (Cyclopropyltrivinylsilane L B o
109.0 9.20 9.40 9.60 9.80
m/z 95.05 46 .40%
55.0 83.0
5000
ol )y byl
o T Y —— e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

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

9.81 2.19 ng 271804 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 202 C15H22 000483-77-2 74
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 72
3 1H-Indene. 2.3-dihvdro-1.1.4.7-t... 174 C13H18 001078-04-2 64
4 Cvclopropane. l(phenvD)(trimethv... 202 C13H18Si 1000154-11-9 59
5 5%,6",7",8"-Tetrahydro-2"-aceton... 174 C12H140 000774-55-0 59

Abundance Scan 1339 (9.813 min): BF115374.D (-1336) (-) m/z 159.10 100.00%
159.1
5000 57.0 JM’M\/\
91.0 129.0 189.1 AR RS R RN
39 109.1 216.1234 5 9.40 9.60 9.80 10.00 10.20
o} : m/z 57.00 36 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62821: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(1-...
159.0
5000 SR L IR BN R

9.40 9.60 9.80 1000 1020
m/z 71.00 32.05%

280 530 77.0 1050 1290 202.0
Ot e e el b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41181: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159.0
L B e
9.40 9.60 9.80 10.00 10.20
5000 m/z 43.00 30.67%
410 710 1050 1310 |
O et e b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41166: 1H-Indene, 2,3-dihydro-1,1,4,7-tetramethyl- A RREEE RS E ST
159.0 9.40 9.60 9.80 10.00 10.20
m/z 41.00 26 .30%
5000
270 510 770 1050, 00
o) P Mo IR A M MMM e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20

8270-BF062119.M Wed Jul 03 16:42:51 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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-methyltetracosane Concentration Rank 7

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

9.92 3.95 ng 490263 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 58
2 Tridecane 184 C13H28 000629-50-5 50
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 49
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 46
5 Nonadecane 268 C19H40 000629-92-5 46

Abundance Scan 1357 (9.919 min): BF115374.D (-1354) (-) m/z 57.00 100.00%
57.0
5000 VJVJvﬂ\/nA/J\ANVAVNNV«AJ\KA
AR AN U
9.60 9.80 10.00 10.20
0 m/z 71.10 93.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane
57.0
5000 L L LA UL SULRRE
9.60 9.80 10.00 10.20
20.0 m/z 43.05 74 .55%
ol '~ 141.0 169.0 197.0 225.0 253.0 309.0337.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48834: Tridecane
57.0
9.60 9.80 10.00 10.20
5000 85.0 m/z 85.10 61.05%
29.0
o A ll% 01410 184 0
> 3o 40 65 80 100 1% 196 180 166 250 230 230 550 780 300 530 530
Abundance #105898: Heptadecane, 8-methyl- B EEEEE B
57.0 9.60 9.80 10.00 10.20
m/z 55.00 51.70%
85.0
5000
6.0
154.0
m/z--> 20 4'0 60 80 100 150 140 160 180 200 220 240 260 280 300 320 340 9.60 9.80 10.00 10.20

8270-BF062119.M Wed Jul 03 16:42:51 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknownl10.05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.05 6.28 ng 778543 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 1-bicvclol4.1.01lhept... 166 C11H180 054764-62-4 47
2 Bicvclol4.1.0Theptane-7-carboxam... 222 C11H14N20S 329912-72-3 47
3 photocitral A 152 C10H160 055253-28-6 47
4 2-(2-Ethvl-1.3-dimethvl-cvclopen... 182 C12H220 1000186-82-4 47
5 Silane, dimethyldi(2,4-cyclopent... 188 C12H16Si 018053-74-2 47
Abundance Scan 1379 (10.048 min): BF115374.D (-1376) (-) m/z 123.10 100.00%
128.1
173.1
5000 55.0 95.0
207.2 R o A
s 77. 145.1 - 9.80 10.00 10.20 10.40
ob21 11 m/z 173.10 52.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #35062: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
128.0
5000 LR L SULELE UL U
55.0 95.0 166.0 9. 80 10. oo 10 20 10. 40

m/z 55.00 39.25%

Sl .‘ ||771ﬂ> |

m/z--> 40 100 120 140 160 180 200 220 240
Abundance #78743 Blcycl0[4 1.0]heptane-7-carboxamide, N-(2-thiazolyl)-
55.0 123.0
RS s
9.80 10.00 10.20 10.40
5000 95.0 m/z 95.00 38 .50%
140.0 222.0
o s |70 | 161017901960
L B R e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #25083: photocitral A a  BEamEE S
123.0 9.80 10.00 10.20 10.40
81.0 m/z 81.00 36.68%
5000 41.0
o | 1520
m/z--> 40 60 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Bacchotricuneatin c Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.58 11.65 ng 799842 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 83
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 68
Abundance Scan 1469 (10.578 min): BF115374.D (-1468) (-) m/z 57.00 100.00%
57.0
5000
85.1
113.1 USRI SUNILA SRR
1410 1831 10.20 10.40 10.60 10.80
0.,....,l... b L0 22612533 3318 70110 86.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
7101 1120
5000 USRS LRSI
mmmmmmmm
m/z 43.00 47 .09%
o 191.0516. 0 245.0 312.0 342.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 27.93%
29.0 85.0
ol \ H 130 1550 1830
m/z--> 25 45 60 85 160 150 150 1éo 180 200 220 240 260 280 300 320 350
Abundance #48842: Undecane, 6- ethyl L B AL BLEL A L A B
57.0 10.20 10.40 10.60 10.80
m/z 41.00 18.68%
5000
29.0 85.0 1120
154.0
OWJ”L”‘””.”J”L.“.”ﬂ.jgﬁe.”.””.”.””.”.””.“w“. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 20 10 40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 9 Decane, 3,7-dimethyl- Concentration Rank 3

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

11.05 13.70 ng 940300 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 72

4 Sulfurous acid. 2-ethvlhexvl hex. ..

278 C14H3003S

1000309-20-2 72

5 Hentriacontane 437 C31H64 000630-04-6 59
Abundance Scan 1549 (11.048 min): BF115374.D (-1547) (-) m/z 57.00 100.00%
57.0
5000 851
111:1“1141,1 1831  ppg1 2640 10.80 11.00 11.20 11.40
O T I e e e o m/z 71.10 87 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0
5000 LA L L L L L L LB
10.80 11.00 11.20 11.40
m/z 43.00 50.93%
| 99.0127.0 55 o
0 7
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
RS e S
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 50.78%
29.0 113.0
ol ‘i‘k |7 141.0169.0197.0225.0253.0  295.0323.0  367.0
e e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #48850: Dodecane, 4-methyl- REEmEEES B S
43.0 10.80 11.00 11.20 11.40
71.0 m/z 41.00 24 .43%
5000
140.0
o.ﬂ‘.,.u‘u?iél..! 84— e —
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 10 Eicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.38 ng 160637 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2143 (14.542 min): BF115374.D (-2139) (-) m/z 57.00 100.00%
57.0
5000
27.1 253.2 14.20 14.40 14.60 14.80
. . 335.2  386.4
oy m/z 71.00 74 .60%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L AL BULELLE BRI B B
14.20 14.40 14.60 14.80
m/z 43.00 61.83%
Ogﬁ ILJ ﬂogme02w02&o
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #105884: Octadecane
57.0
14.20 14.40 14.60 1480
5000 85.0 m/z 85.05 55.87%
R | ‘J‘,{ 1210 169.0197.0  254.0
m/z--> 56 100 150 260 2éo 360 3%0
Abundance #117638: Nonadecane R R RaEEE L
57.0 14.20 14.40 14.60 14.80
m/z 55.00 26.14%
5000 85.0
o ZQOJ | 270 169.0197.0 239,0268.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&1,0 14'20 14. 40 14. 60 14I80 '

8270-BF062119.M Wed Jul 03 16:42:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 11 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.27 ng 153137 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2194 (14.842 min): BF115374.D (-2190) (-) m/z 57.00 100.00%
5%.0
85.0
5000 |
41, 0169 1 14.60 14.80 15.00 15.20
- |,I s ‘]1'1 ALY 210123812660 3652 T 08T 73, 690
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 85.0 LRI B BN BULSLL R

14.60 14.80 15. OO 15. 20

29.0 m/z 43.00 58.89%
oL Ly ﬂ13°14101690197022502540
Ly b T
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
R A RAARS B
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.00 58.47%
oL | I f ﬁ‘” 19169.0197.0225.0253,0282.0
el . I B o e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A B L
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.68%
85.0
5000
29.0 13.0
e A R A RAARS B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115374.D

Aca On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.64 ng 178232 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2251 (15.177 min): BF115374.D (-2247) (-) m/z 57.10 100.00%
57.1
85.1
5000
l I]l$%“°mﬂ2mmmnmo ﬁéﬁ@ﬁﬁﬁh”'
ol Al e o R m/z 71.00 73.75%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L B DS BRI UL
85.0 mmmmmmmm
29.0 m/z 85.10 57 .25%
. | j ﬂ13°141016901970225025302820
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
o 1750 1500 15,20 1540
5000 m/z 43.00 54.18%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L L AL BN L B
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22 .69%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 351;0 14. 80 15. oo 15 20 15'40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF070219\
Data File : BF115374.D

Acq On 2 Jul 2019 21:47

Operator : HP/JU

Sample - K3628-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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 .37 6.37 61.2 ng 3800750 1 6.60 1242360 20.0
Decahydro-4,4,8,9. .. 9.51 2.1 ng 255885 3 9.64 2480580 20.0
unknown9 .55 9.55 4.5 ng 553749 3 9.64 2480580 20.0
Naphthalene, 1,2,... 9.81 2.2 ng 271804 3 9.64 2480580 20.0
2-methyltetracosane 9.92 4.0 ng 490263 3 9.64 2480580 20.0
unknown10.05 10.05 6.3 ng 778543 3 9.64 2480580 20.0
Bacchotricuneatin c 10.58 11.7 ng 799842 4 11.12 1372900 20.0
Decane, 3,7-dimet... 11.05 13.7 ng 940300 4 11.12 1372900 20.0
Eicosane 14 .54 2.4 ng 160637 6 15.11 1351000 20.0
Octadecane 14.84 2.3 ng 153137 6 15.11 1351000 20.0
Heneicosane 15.18 2.6 ng 178232 6 15.11 1351000 20.0
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