LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\

Data File : BF108908.D

Aca On : 10 Sep 2018 22:05 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J4783-01 P001-GW001-01

ALS Vial : 23 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-BF090518 .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 4.925 436 440 452 rvVB 185281 205760 4 _.50% 0.672%
2 5.348 508 512 515 rBVY 2114836 1813983 39.66% 5.922%
3 6.366 681 685 696 rBY 1403383 1198089 26.20% 3.912%
4 6.507 705 709 712 rBVY 3806255 3443522 75.30% 11.242%
5 6.742 745 749 752 rBVY 1170529 1059713 23.17% 3.460%

6.901 771 776 779 rBV 3670713 3520212 76.97% 11.493%
7.301 838 844 847 rBV 2883284 2753940 60.22% 8.991%
8.019 962 966 970 rBV 1529694 1241195 27.14% 4._.052%
8.766 1090 1093 1096 rBV 95980 73529 1.61% 0.240%
9.101 1145 1150 1153 rBV 4754825 4573273 100.00% 14.931%

=
QO ~NO®

11 9.772 1260 1264 1271 rVB 1418055 1196611 26.17% 3.907%
12 10.554 1393 1397 1401 rBV 2476664 2210783 48.34% 7.218%
13 11.248 1511 1515 1519 rBV 1336262 1079611 23.61% 3.525%
14 11.642 1578 1582 1585 rBV 108010 85666 1.87% 0.280%
15 12.830 1780 1784 1788 rBV 4040978 3956487 86.51% 12.917%

16 13.877 1958 1962 1965 rBV 1170970 1145250 25.04% 3.739%
17 14.660 2093 2095 2099 rVB 72927 54714 1.20% 0.179%
18 14.977 2147 2149 2153 rVB 90977 85508 1.87% 0.279%
19 15.283 2197 2201 2207 rVvVv2 593622 706384 15.45% 2.306%
20 15.336 2207 2210 2215 rVB 98136 119371 2.61% 0.390%

21 15.742 2277 2279 2286 rVB 76183 106154 2.32% 0.347%

Sum of corrected areas: 30629755
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108908.D

Aca On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample : J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108908.D

4000000
6.51 6.90

3000000 7.30

5.35
2000000

6.37

1000000

4.92 L

ol e ,
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF108908.D

12.83
4000000

3000000
10.55

2000000

8.02
9.77 11.25

1000000

8.77 11.64
A,

0 N e ! = ==

T T T ™ N
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF108908.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108908.D

Aca On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample : J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 3.88 ng 205760 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 439 (4.919 min): BF108908.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
e 460 480 500 520
o B0 L2010 s sg 10 8247
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AN LN UL A
59.0 460 480 500 520
m/z 101.00 17.96%
o 79 | | eo1010
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methyl-
43.0
460 480 500 520
5000 m/z 58.00 14.48%
15.0 110 101.0
e L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime B e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.49%
5000
101.0
o180 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108908.D

Aca On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample : J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2 unknown6.51 Concentration Rank 2

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

6.51 64 .99 ng 3443520 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 709 (6.507 min): BF108908.D (-705) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.1 DS SRR R R
40.0 54 J 6.20 6.40 6.60 6.80
ol A482L | Meo m/z 68.05 45_11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BB SRR R R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.68%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 o oko Gho
5000 980 1160 m/z 66.10 28.42%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e  EEEAmm R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.15%
117.0
5000
91.0
Tas, L4
0 w“--f--W-rm--“u-H-.”--EH-“‘-.-n-u----u---- BB SRS R SR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108908.D

Aca On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample : J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.42 ng 85508 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane, 2,6,10,14-tetramethyl- 324 C23H48 055124-80-6 87
Abundance Scan 2149 (14.977 min): BF108908.D (-2147) (-) m/z 57.10 100.00%
57.1
5000
i 1460 14130 15,00 1520 "
141.1 175.1  223.1 256. 324.1 358.2 ) : : : :
ol 261 2991 01 "m/z 71.10 81.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 U SR SRR UL SR B
Mmmmmmmm
m/z 43.05 65.28%
o270 ][ | 1410 1830 2250 2670 3090 3520
m/z--> 55 100 1%0 200 2éo 360 3éo 460
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 49 _.26%
99.0
o | ’ by 740 1830 2390 2960
m/z--> 55 160 150 260 2éo 360 350 400
Abundance #194493: Hexacosane L L AL BN LA L B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 30.93%
5000
99.0
oL ‘ i Il | | , 1410 1830 2250 267.0 309.0 367 0
m/z--> 50 160 1%0 200 250 300 350 400 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108908.D

Aca On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample : J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.34 3.38 ng 119371 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 Tetracosane 338 C24H50 000646-31-1 94
4 Nonadecane 268 C19H40 000629-92-5 93
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 91
Abundance Scan 2211 (15.342 min): BF108908.D (-2207) (-) m/z 57.10 100.00%
57.1
5000
0 a1 15.00 15.20 15.40 15.60
. 12242 266.1 1 356.1 ) - : - :
oL Ll d J dir 10122242 2601 3t01 3%l 4002 R 6 ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
5000 L AL DAL BRI B B
mmmmmmmm
m/z 43.05 63.48%
027.|o| ] | 1410 1830 2250 267.0 310.0
m/z--> éo 100 1%0 200 2éo 360 3%0 460
Abundance #129490: Eicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 53.03%
99.0
027t0‘ ] J J lJ J %410 1830 225.0 2820
m/z--> éo 100 150 260 2%0 300 3%0 460
Abundance #175556: Tetracosane R R EaaEE
57.0 15.00 15.20 15.40 15.60
m/z 55.05 20.29%
5000
99.0
el 1L, 2420 130 zmso om0 0
N R A " " " 15.00 15.20 15.40 15,60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108908.D

Aca On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample : J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.01 ng 106154 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Heptadecane 240 C17H36 000629-78-7 81
Abundance Scan 2279 (15.742 min): BF108908.D (-2277) (-) m/z 57.10 100.00%
57.1
5000
%50 15.40 15.60 15.80 16.00
41.1  194.0 238.1270. 3340 3851 4282 : : : :
ol |J.‘.'f'.MWHF%HW% m/z 71.10 75.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194492: Hexacosane
57.0

1540 15.60 15.80 16.00
99.0 m/z 43.10 60.72%

O 366.0
| ] B 141 183.0 225.0 267.0 309.0

5000 J R R R R
i

.|.lllll|11 !

ol A Ak, . - I Y M W
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
T
15.40 15.60 15.80 16.00
5000 m/z 85.10 52.66%
99.0
| ‘1 J | $#10 1830 2250 2820
ol 4, A P
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- R R EaaEE
57.0 15.40 15.60 15.80 16.00
m/z 99.05 18.82%
5000
7.0
oL L 0 U y 141.0 183 0217 0  273.0 309.0343.0 378.0 414.0
. A L e e i e e T
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091018\
Data File : BF108908.D

Acq On : 10 Sep 2018 22:05

Operator : JU/SJ

Sample - J4783-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]
2-Pentanone, 4-hy... 4.92 3.9 ng 205760 1 6.74 1059710 20.0
unknown6.51 6.51 65.0 ng 3443520 1 6.74 1059710 20.0
Pentacosane 14.98 2.4 ng 85508 6 15.28 706384 20.0
Docosane 15.34 3.4 ng 119371 6 15.28 706384 20.0
Hexacosane 15.74 3.0 ng 106154 6 15.28 706384 20.0
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