LSC Area Percent Report

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

Data File : BF108448.D

Aca On : 24 Aug 2018 4:37 Instrument :

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

3?22'6 : J4535-08 RA-081618-FL-040

ALS Vial : 24 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 2.390 3 9 22 rVB 427977 632969 15.05% 1.905%
2 5.260 493 497 507 rvVB 123432 170671 4._.06% 0.514%
3 5.631 555 560 564 rBY 3149570 3468038 82.44% 10.440%
4 6.625 723 729 732 rBVY 3277328 3699344 87.94% 11.136%
5 6.772 749 754 757 rBVY 3833916 3667580 87.19% 11.040%
6 7.001 789 793 796 rBVY 1059845 916252 21.78% 2.758%
7 7.160 815 820 823 rBVY 3073760 2898392 68.90% 8.725%
8 7.566 883 889 892 rBVY 2374292 2412165 57 .34% 7.261%
9 8.284 1006 1011 1014 rBVvV 1307987 1120165 26.63% 3.372%
10 9.360 1188 1194 1197 rBV 4404615 4206662 100.00% 12.663%

11 9.748 1256 1260 1271 rVB 357836 352949 8.39% 1.062%
12 10.042 1306 1310 1321 rVB 1324837 1243338 29.56% 3.743%
13 10.836 1441 1445 1453 rBV 2235306 2058329 48.93% 6.196%
14 11.536 1561 1564 1568 rBV 1183842 1076844 25.60% 3.242%
15 12.919 1796 1799 1804 rBV2 50958 50331 1.20% 0.152%

16 13.124 1830 1834 1837 rBV 3335095 2856569 67.91% 8.599%
17 14.101 1992 2000 2005 rBV5 69862 224198 5.33% 0.675%
18 14.189 2011 2015 2019 rBV 918433 851873 20.25% 2.564%

19 14.319 2034 2037 2040 rBvV 49667 44614 1.06% 0.134%
20 14.624 2086 2089 2098 rVB 60480 60670 1.44% 0.183%
21 14.948 2142 2144 2149 rVB 50410 59364 1.41% 0.179%
22 15.036 2155 2159 2162 rVB 73108 77750 1.85% 0.234%
23 15.313 2203 2206 2211 rVB 59898 67801 1.61% 0.204%

24 15.742 2273 2279 2289 rVB 520858 780187 18.55% 2.349%
25 16.195 2352 2356 2363 rVB 68074 114406 2.72% 0.344%

26 16.742 2446 2449 2454 rBV3 30561 54624 1.30% 0.164%
27 17.389 2557 2559 2569 rVB3 28585 53633 1.27% 0.161%
Sum of corrected areas: 33219718
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LSC Report - Integrated Chromatogram

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

Data File : BF108448.D

Aca On : 24 Aug 2018 4:37

Operator : JU/SJ

ﬁ?ggle i J4535-08 RA-081618-FL-040
ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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: BF108448.D

4000000 6.77

6.62

5.63 7.16

3000000
7.57

2000000

7.00
1000000

5.26

0= e —
5.00 5.50
TIC: BF108448.D

Time-->
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1000000
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TIC: BF108448.D

Time-->
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16.19 16.74
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14.00 14.50

T
18.50
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Library Search Compound Report

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

Data File : BF108448.D

Aca On : 24 Aug 2018 4:37

Operator : JU/SJ

ﬁ?ggle i J4535-08 RA-081618-FL-040
ALS Vial : 24 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.39 13.82 ng 632969 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 17

Abundance Scan 9 (2.390 min): BF108448.D (-3) (-) m/z 73.10 100.00%

73.1
5000 43.1
55.1 87.0

2.40 2.50 2.60 2.70 2.80

Obrrrprrrrr e bbbkt e sk e | M7z 43.10 45350
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L LB N B
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 30.81%
29.0
0 L MA \
e e e e e e e e
m/z--> 0O 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
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.05 27.16%
29.0
0 1 O 99.0 112.0 _129.0
R B o R R E I o A ARRAREEEES
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- T
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 .80%
5000 J\\
43.0
20 180 289 |’ 500 | ggo
T NS M NN 4N TR TR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.40 2.50 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 : BF108448.D

Aca On : 24 Aug 2018 4:37

Operator : JU/SJ

ﬁ?ggle i J4535-08 RA-081618-FL-040
ALS Vial : 24 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.26 3.73 ng 170671 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 497 (5.260 min): BF108448.D (-493) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
| 83.1 | 5.00 5.20 5.40 5.60
o) RSSO RSO | RBMERMSSIS. SMMS EMS m/z 59.10 53.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko Sko S0 Sho
0,
150 a0 1010 m/z 101.10 17.34%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl-
54.0
" 500 520 540 560
5000 m/z 58.00 14 .38%
310 40
73.0 102.0
o e i 00 8T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R EAREE R EEE s ]
54.0 5.00 5.20 5.40 5.60
m/z 41.10 9.18%
5000 43.0
31.0
0 15'0 L ‘ [ N 69.0 87.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

8270-BF080818.M Fri Aug 24 12:30:33 2018

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

Data File : BF108448.D

Aca On : 24 Aug 2018 4:37

Operator : JU/SJ

ﬁ?ggle i J4535-08 RA-081618-FL-040
ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 3 unknown6.77 Concentration Rank 1

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

6.77 80.06 ng 3667580 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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.772 min): BF108448.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 U S L R
40.0 540 J 6.40 6.60 6.80 7.00 7.20
ol 72 T 2 | m/z 68.10 47.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 USRS AN SRR N
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.41%
51.0 70.0 86.0
o} e
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 30.82%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.99%
5000
65.0 92.0
N G A 106.0 |
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 : BF108448.D

Aca On : 24 Aug 2018 4:37

Operator : JU/SJ

Sample : J4535-08

Misc :

ALS Vial : 24 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 5 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.10 5.26 ng 224198 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Heneicosanol 312 C21H440 015594-90-8 87
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
4 11-Tricosene 322 C23H46 052078-56-5 83
5 Behenic alcohol 326 C22H460 000661-19-8 81

Abundance Scan 2000 (14 101 min): BF108448.D (-1992) (-) m/z 57.10 100.00%

5000
125.1 AU A AR
153.2 180.1 221.2 13.80 14.00 14.20 14.40
0 m/z 43.05 93.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
43.0

5000 LA L L L L L L LB B |
13.80 14.00 14.20 14.40
m/z 55.00 91.67%
015.o,|| 154.0 182.0 210.0 238.0 266.0
e RARAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
550 83.0
R e e
13.80 14.00 14.20 14.40
5000 m/z 97.10 89.97%
29.0
N 1390 167.0 1060 238.0 266.0 294.0
RARAERARAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189051: Trichloroacetic acid, tetradecy! ester AR e R RE
43.0 83.0 13.80 14.00 14.20 14.40
' m/z 83.05 89.73%
5000
111.0
139.0 168.0 196.0 241.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. OO 14. 20 14.40
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RA-081618-FL-040

Page: 6



Library Search Compound Report

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

Data File : BF108448.D

Aca On : 24 Aug 2018 4:37

Operator : JU/SJ

ﬁ?ggle i J4535-08 RA-081618-FL-040
ALS Vial : 24 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 6 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.93 ng 114406 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Heneicosane 296 C21H44 000629-94-7 64
5 Hexatriacontane 507 C36H74 000630-06-8 58
Abundance Scan 2355 (16.189 min): BF108448.D (-2352) (-) m/z 57.10 100.00%
57.1
5000
99.0 LRI IR SRR SN B
l I| 1540 2112 2651 15.80 16.00 16.20 16.40 16.60
ob bl b b b by ey m/z 43.10 65.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LRI SR SRR SN B
15.80 16.00 16.20 16.40 16.60
99.0 m/z 71.10 63.81%
NEEE Y | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460 '
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 43.82%
99.0 140.0
0"‘“|“b"'|“'“ '|'%8f?|??qq U DAL SR SN
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A ERE T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 24 .78%
5000
99.0
ol b))y 140 1830 2250 267.0 309.0 3510 437.0
m/z--> 50 1(')0 1%0 2(')0 251;0 3(')0 3éo 4(')0 ! 15.|80 16.|00 16.|20 16.I40 16.|60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082318\

BF108448.D
24 Aug 2018
Ju/sJ
J4535-08

4:37

24 Sample Multiplier: 1

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

Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

unknown6.77
1-Nonadecene
Hexacosane

8270-BF080818.M Fri Aug 24 12:30:35 2018

name RT EstConc
2.39 13.8 ng
5.26 3.7 ng
6.77 80.1 ng
14.10 5.3 ng
16.19 2.9 ng

Units Response

632969
170671
3667580
224198
114406

|--Internal Standard---|
| # RT Resp Conc]

916252 20.0
916252
916252 20.0
851873 20.0
780187 20.0

RA-081618-FL-040
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