LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082318\

Data File : BF108451.D

Aca On : 24 Aug 2018 5:58 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4582-02 osmn&oséiao¢n
isc :

ALS Vial : 27 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-BF080818 .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 2.372 3 6 22 rVB 2356275 2957551 69.85% 11.256%
2 5.237 489 493 499 rBV 67312 75155 1.78% 0.286%
3 5.625 555 559 569 rBY 1215395 1127796 26.64% 4.292%
4 6.613 723 727 742 rBV 877400 793421 18.74% 3.020%
5 6.766 749 753 757 rBVY 2284095 2071496 48.92% 7.884%

7.001 789 793 796 rBV 846743 798502 18.86% 3.039%
7.160 815 820 823 rBV 2825795 2808250 66.32% 10.688%
7.566 883 889 892 rBV 2343103 2382419 56.27% 9.068%
8.283 1006 1011 1014 rBV 1105584 951628 22.48% 3.622%
9.360 1188 1194 1197 rBV 4536033 4234081 100.00% 16.115%

=
QO ~NO®

11 9.748 1256 1260 1269 rBV 128581 130392 3.08% 0.496%
12 10.042 1307 1310 1318 rVB 1118530 1027116 24.26% 3.909%
13 10.701 1419 1422 1425 rBV 184430 137043 3.24% 0.522%
14 10.836 1441 1445 1456 rBV 1471260 1341153 31.68% 5.104%
15 10.942 1458 1463 1472 rVB2 31782 58305 1.38% 0.222%

16 11.536 1561 1564 1573 rVB 896801 867541 20.49% 3.302%
17 13.124 1829 1834 1837 rBV 3186540 2790865 65.91% 10.622%
18 14.112 1995 2002 2003 rBV5 25213 46375 1.10% 0.177%
19 14.189 2011 2015 2022 rVB 854094 752675 17.78% 2.865%
20 15.742 2272 2279 2288 rBV 461795 700915 16.55% 2.668%

21 16.195 2352 2356 2364 rVB2 50907 84906 2.01% 0.323%

22 16.748 2444 2450 2455 rBV3 40221 81208 1.92% 0.309%

23 17.401 2556 2561 2567 rVB5 26067 55418 1.31% 0.211%
Sum of corrected areas: 26274211
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108451.D

Aca On I 24 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4582-02 082018-DBRI-E-D-M
ALS Vial :© 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.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: BF108451.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108451.D

Aca On : 24 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4582-02 082018-DBRI-E-D-M
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1

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

2.37 74.08 ng 2957550 1,4-Dichlorobenzene-d4 7.00
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 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 27
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 6 (2.372 min): BF108451.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 87.1
| 240 250 2.60 2.70 2.80
S 1 S R /R /R — 52 T 0 R B 1=17
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 BRI SR U IR R
43.0 2.40 2.50 2.60 2.70 2.80
~ 5850 87.0 m/z 55.10 31.39%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 USRI UL U IR L
2.40 2.50 2.60 2.70 2.80
5000 41.0 550 m/z 87.10 27 .85%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- A REA R
30.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 .83%
5000 430 87.0
L0 seo RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.40 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108451.D

Aca On : 24 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4582-02 082018-DBRI-E-D-M
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2 unknown6.77 Concentration Rank 3

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

6.77 51.88 ng 2071500 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.772 min): BF108451.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
L
400 541 9‘?'1 50 J 6.40 6.60 6.80 7.00 7.20
01 L L L T L B B e o m/z 68.10 40.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
!
5000 LR S LA L
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 34.21%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 26.55%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- N L S
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.22%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108451.D

Aca On : 24 Aug 2018 5:58

Operator : JU/SJ

Sample = J4582-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4 Triethyl citrate Concentration Rank 4

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

10.70 2.67 ng 137043 Acenaphthene-d10 10.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 87
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIFO02 1000338-64-7 42
4 Piperazine-1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
5 Quinoline, 4,8-dimethyl- 157 C11H1i1N 013362-80-6 38

Abundance Scan 1422 (10.701 min): BF108451.D (-1419) (-) m/z 157.05 100.00%
157.1
5000 115.0
43.1 LB e
87.0 203.1 10.40 10.60 10.80 11.00
o} S PR P S A m/z 115.00 37.00%
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 ----------/-\-------
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.10 19.04%
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
R e e e B R E e
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.38%
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 #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester L B o
157.0 10.40 10.60 10.80 11.00
m/z 203.10 9.06%
5000
196.0
430 69.0 97.0 1290
3 SR " Y W Y AR S R W E— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10.60 10.80 11.00

8270-BF080818.M Fri Aug 24 12:31:37 2018

082018-DBRI-E-D-M

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108451.D

Aca On : 24 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4582-02 082018-DBRI-E-D-M
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.42 ng 84906 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2355 (16.189 min): BF108451.D (-2352) (-) m/z 57.10 100.00%
57.1
5000

141.0 1830 15.80 16.00 16.20 16.40 16.60

0! m/z 43.10 60.79%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LIS B L L L L L L LB
15. 80 16. 00 16 20 16. 40 16 60
m/z 71.10 49 .66%
o 27,0 . | “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
iy —t T T T
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
R s B
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 43.11%
27,0
o JL || f%ﬂ 1410 1830 2250 2820
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #182578: Sulfurous acid, butyl pentadecy! ester A B
57.0 15.80 16.00 16.20 16.40 16.60
m/z 41.10 21.66%
5000
0 27‘.0w I 7 12? .0 182.021:!"0 263.0
i R B e e B R R s B
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108451.D

Aca On : 24 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4582-02 082018-DBRI-E-D-M
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.32 ng 81208 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87

Abundance Scan 2450 (16.748 min): BF108451.D (-2444) (-) m/z 57.10 100.00%

57.1

5000
141.0 183.1 225.1 16.40 16.60 16.80 17.00
O m/z 43.05 75.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LA L L L L LB L

16.I4O 16.I60 16.I80 17.I00
m/z 71.10  65.72%

141.0 183.0 225.0

281.0

337.0 394.0

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
57.0
AU AR
16.40 16.60 16.80 17.00
5000 m/z 85.05 49.03%

9.0
| | 1410 183.0 2250 267.0 309.0 366.0

ol b i L aryy 7P 2200 267.0 3090 3660
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane L B o
57.0 16.40 16.60 16.80 17.00
m/z 55.05 31.96%
5000
99.0
ol | | ; 1410 183.0 225.0 267.0 309.0 351.0 393.0 436.0
e A N AL e
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082318\

Data File : BF108451.D

Acg On : 24 Aug 2018 5:58

Operator : JU/SJ

3?22'6 i J4582-02 082018-DBRI-E-D-M
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.37 74.1 ng 2957550 1 7.00 798502 20.0
unknown6.77 6.77 51.9 ng 2071500 1 7.00 798502 20.0
Triethyl citrate 10.70 2.7 ng 137043 3 10.04 1027120 20.0
Heptacosane 16.19 2.4 ng 84906 6 15.74 700915 20.0
Octacosane 16.75 2.3 ng 81208 6 15.74 700915 20.0
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