LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017656.D

Aca On : 14 Nov 2018 20:27

Operator : MJ/SJ

Sample = J5889-06

Misc :

ALS Vial : 14 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 M\METHODS\8270-BM111218 .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 4.793 302 307 316 rBV 127110 188947 2.44% 0.321%
2 5.240 376 383 397 rBVY 3024150 4491383 57.95% 7.638%
3 6.798 641 648 667 rBY 3137132 5281685 68.15% 8.982%
4 7.151 700 708 721 rBVY 3157689 4990633 64.39% 8.487%
5 7.610 779 786 795 rBV 934049 1487684 19.19% 2.530%

7.928 832 840 851 rBV 2073508 3355584 43.30% 5.706%
8.769 975 983 996 rBV 1688188 2953048 38.10% 5.022%
10.386 1250 1258 1281 rVB 1068723 2039678 26.32% 3.469%
12.869 1673 1680 1695 rBV 3572240 5546764 T71.57% 9.433%
13.727 1821 1826 1845 rBV 330129 622143 8.03% 1.058%

=
QO ~NO®

11 14.257 1909 1916 1927 rBV2 1743446 2705220 34.90% 4._.600%
12 15.757 2164 2171 2191 rBV 3433982 5374960 69.35% 9.141%
13 17.009 2378 2384 2400 rBV2 2052966 3282962 42.36% 5.583%
14 17.915 2533 2538 2552 rBV2 329348 549160 7.09% 0.934%
15 19.080 2730 2736 2744 rBV 99211 170530 2.20% 0.290%

16 19.209 2753 2758 2764 rBV 118272 190938 2.46% 0.325%
17 19.445 2793 2798 2802 rBV 73287 117685 1.52% 0.200%
18 19.651 2827 2833 2843 rBV 6170985 7750460 100.00% 13.180%
19 20.933 3047 3051 3064 rBvV 520613 829004 10.70% 1.410%
20 21.209 3092 3098 3110 rBV 2660173 3702292 47.77% 6.296%

21 21.368 3122 3125 3129 rBV3 69286 95126 1.23% 0.162%
22 22.739 3356 3358 3363 rVB2 91605 112384 1.45% 0.191%
23 23.403 3464 3471 3485 rVB 1440368 2965372 38.26% 5.043%

Sum of corrected areas: 58803642
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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\HPCHEM1\BNA M\DATA\BM111418\
: BMO17656.D

: 14 Nov 2018 20:27

: MJ/SJ

: J5889-06

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM017656.D

5.04 6.80 7.15

7.93
8.77

10.39

4.79

0

Time--> 3.00

A
LIS L L L L L L L L L L L B L L O L L

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00 11.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM017656.D

19.65

12.87 15.76

17.01

13.73 17.92

19}9&_09.44

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM017656.D

21.21

23.40

20.93

1.37

22.74

A

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017656.D

Aca On : 14 Nov 2018 20:27

Operator : MJ/SJ

Sample = J5889-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5

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

4.79 2.54 ng 188947 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 307 (4.793 min): BM017656.D (-302) (-) m/z 42.95 100.00%
43.0
59.1
5000
o 440 460 480 500 520
o....,....l,'...'!|,....Eﬁ'l...',|....,....,....,....,....,297.-9. m/z 59.10 55.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B RS LS LA UL R
59.0 440 460 480 500 520
0
150 1010 m/z 101.10 19.20%
0 Wl 83.0
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
440 460 480 500 520
5000 50.0 m/z 58.10 16.70%
101.0
oL 20 [l I 830
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester N B RERRAREREE R L
54.0 440 4.60 4.80 5.00 5.20
m/z 41.00 10.32%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017656.D

Aca On : 14 Nov 2018 20:27

Operator : MJ/SJ

Sample = J5889-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.15 Concentration Rank 1

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

7.15 67.09 ng 4990630 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 708 (7.151 min): BM017656.D (-700) (-) m/z 132.00 100.00%
13R.0
5000 68.1
%0 ! e | o | SB 7h0 720 a0 "
0 e R = = m/z 68.10 43.08%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 AR SR AR AR
6.80 7.00 7.20 7.40
70.0 m/z 134.00 31.82%
310 59
0 : 116.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
680 7.00 7.20 7.40
5000 m/z 66.10 29.18%
| [sto, 9% ss0 | |
0""I”*”k”"”""lm”'l""P"'I"'W""I'”'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl A e
57.0 132.0 6.80 7.00 7.20 7.40
m/z 69.10 17.94%
74.0
5000 98.0 116.0

| L L 1seo 1890

o R M

I
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017656.D

Aca On : 14 Nov 2018 20:27

Operator : MJ/SJ

Sample = J5889-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.92 3.35 ng 549160 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 11
Abundance Scan 2539 (17.921 min): BM017656.D (-2533) (-) m/z 43.10 100.00%
431 731
5000 1291
97.1 213.2 “??fFFFFFFJk;;:4¥%¥¥4¢T
I 1571 1852 256.3 17.60 17.80 18.00 18.20
I m/z 73.10 93.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 R DA B A R
17. 60 17. 80 18. 00 18 20
‘ 97.0 m/z 60.00 87.76%
157.0 185.0
oL Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
17.|60 17.I80 18.|00 18.|20 '
5000 m/z 41.05 77 .56%
‘ o 129.0 1710 214.0
0 ,”..,.........”,....,”..,}??2.....%9§Q... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43.0 | 73.0 17.60 17.80 18.00 18.20
m/z 57.05 71.71%
5000
129.0 242.0
| o 199.0
ol i A K S [ PN -G ~<Y- 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017656.D

Aca On : 14 Nov 2018 20:27

Operator : MJ/SJ

Sample = J5889-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.93 4.48 ng 829004 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1.2-Octadecanediol 286 C18H3802 020294-76-2 93
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Z-8-Hexadecene 224 C16H32 1000130-87-5 91
Abundance Scan 3051 (20.933 min): BM017656.D (-3047) (-) m/z 57.10 100.00%
57.1
97.1
5000
tl i 1153 1180.1207.0 ' 249.1 282.1  325.0 356.0 2050 2080 21.00 2220
o} B e L T SR e m/z 43.05 91.90%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
54.0
83.0
5000
20.60 20.80 21.00 21.20
111.0 m/z 55.05 86.24%
0”0 ,Ll@@mmmmnw%mﬁw
m/z--> 50 100 150 200 250 300 350
Abundance #110004: 1,2-Octadecanediol
57.0
97.0 20.60 20.80 21.00 21.20

5000 m/z 83.05 75.39%

ol ; #,'l... e
m/z--> 100 150 200 250 300 350
Abundance i i

125
¥ } 1540 2070 2550
1 [l J,ID \M I
#160783. Heptafluorobutyric acid, n-pentadecyl ester e e e
43.0 20. 60 20 80 21. 00 21 20

m/z 69.10 72 .44%

5000 83.0
o g “ “ '14001690 210.0

m/z--> 50 150 200 250 300 350 20. 60 20 80 21. 00 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111418\
Data File : BM017656.D

Acq On : 14 Nov 2018 20:27

Operator : MJ/SJ

Sample - J5889-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.79 2.5 ng 188947 1 7.61 1487680 20.0
unknown7 .15 7.15 67.1 ng 4990630 1 7.61 1487680 20.0
n-Hexadecanoic acid 17.92 3.4 ng 549160 4 17.01 3282960 20.0
5-Eicosene, (E)- 20.93 4.5 ng 829004 5 21.21 3702290 20.0
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