LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018995.D

Aca On : 01 Mar 2019 20:08

Operator : JU/SJ

Sample : K1665-07

Misc :

ALS Vial : 12 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-BM021119.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 5.281 366 373 386 rBY 6378039 9101413 54.22% 8.462%
2 6.863 634 642 657 rBY 6401064 10294447 61.33% 9.571%
3 7.216 694 702 717 rBV 6514852 10355316 61.69% 9.628%
4 7.681 775 781 788 rBVY 1122646 1744880 10.40% 1.622%
5 7.998 828 835 852 rVB 4430964 6954516 41.43% 6.466%
6 8.851 972 980 998 rBVY 3674036 6013628 35.83% 5.591%
7 10.469 1246 1255 1269 rBVY 1389304 2405721 14.33% 2.237%
8 12.951 1669 1677 1692 rBV 9223028 13565019 80.82% 12.612%
9 13.798 1811 1821 1835 rBV 484048 722327 4 _.30% 0.672%
10 14.333 1898 1912 1922 rBV2 2071885 3230861 19.25% 3.004%

11 15.833 2160 2167 2187 rBV 7906312 11010014 65.59% 10.236%
12 17.086 2374 2380 2385 rBVv2 2512507 3649809 21.74% 3.393%
13 17.127 2385 2387 2395 rVB 169644 233877 1.39% 0.217%
14 17.974 2525 2531 2536 rBV 445154 653519 3.89% 0.608%
15 19.151 2726 2731 2740 rVB 581184 787288 4.69% 0.732%

16 19.262 2745 2750 2759 rBV 140268 247721 1.48% 0.230%
17 19.486 2783 2788 2790 rBV3 141102 207816 1.24% 0.193%
18 19.515 2790 2793 2802 rVB 467629 721847 4_30% 0.671%
19 19.721 2821 2828 2834 rBV 13337407 16785144 100.00% 15.605%
20 20.015 2874 2878 2884 rVB3 147758 209485 1.25% 0.195%

21 20.980 3038 3042 3052 rVB4 480509 674594 4.02% 0.627%
22 21.280 3087 3093 3098 rBV 2907256 3992004 23.78% 3.711%
23 21.315 3098 3099 3105 rVB 280585 294013 1.75% 0.273%
24 21.421 3114 3117 3123 rBV2 127421 192901 1.15% 0.179%
25 22.309 3265 3268 3277 rBV2 180134 245377 1.46% 0.228%

26 22.815 3351 3354 3357 rBV 179344 243190 1.45% 0.226%
27 23.527 3469 3475 3483 rBV 1632486 3022907 18.01% 2.810%

Sum of corrected areas: 107559634
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018995.D

Aca On : 01 Mar 2019 20:08

Operator : JU/SJ

Sample : K1665-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM018995.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018995.D

Aca On : 01 Mar 2019 20:08

Operator : JU/SJ

Sample : K1665-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.22 Concentration Rank 1

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

7.22 118.69 ng 10355300 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 703 (7.222 min): BM018995.D (-694) (-) m/z 132.00 100.00%
132
5000 68
40 %6 6.80 7.00 7.20 7.40 7.60
54 - - - - -
0 AN | ER—t) L m/z 68.10 49.27%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R L I IR

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.71%

31
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
T BRamn
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.57%
33 . 105
[l P ||
ottt e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 19.72%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018995.D

Aca On : 01 Mar 2019 20:08

Operator : JU/SJ

Sample : K1665-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.97 3.58 ng 653519 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2530 (17.968 min): BM018995.D (-2525) (-) m/z 73.00 100.00%
78
60
43
5000
129
7 115 192 213 L B e AR
01 143157171 007 256 17.60 17.80 18.00 18.20
Ot m/z 60.00 74 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 LA L L L L L L LB L
17.60 17.80 18.00 18.20
m/z 43.05 60.12%
129 256
. h I.L $“ 10111577143 157171 185199213227 242
e ..“.”,”.w.”......“...“ R aEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 7B
43 T T T
17.60 17.80 18.00 18.20
5000 129 m/z 57.10 54.16%
29
oL 15 \
A L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid B B S i e
60 78 17.60 17.80 18.00 18.20
m/z 55.05 47 .72%
43
5000
129
29 ‘ 415 11 214
185
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\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018995.D

Aca On : 01 Mar 2019 20:08

Operator : JU/SJ

Sample : K1665-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.98 3.38 ng 674594 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 76
4 1-Hexadecanol 242 C16H340 036653-82-4 68
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 68
Abundance Scan 3042 (20.980 min): BM018995.D (-3038) (-) m/z 57.10 100.00%
g7
83
5000
111
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—
139 20.60 20.80 21.00 21.20
o4} J A h (08193 226 265296 328355 415 | ‘m/z 69.05 82.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
48
5000 83 AR A N
20.60 20.80 21.00 21.20
MJ 111 m/z 43.05 76 .54%
0 I | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 250 300 350 460 4éo '
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
20.60 20.80 21.00 21.20
5000 69 m/z 83.10 75.31%
97
o “l Il (125 154181 224 252
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #145521: Bromoacetic acid, hexadecy! ester EEEE S B R S
43 20.60 20.80 21.00 21.20
69 m/z 71.05 73.48%
97
5000
‘ f23
53 196222
0 ||\|Jllll|lll|‘|ﬁl|‘lll||||L‘||||26|9||||||||||||||||||||||| —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—
m/z--> 50 100 150 200 250 300 350 400 450 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\BMO30119\
Data File : BM018995.D

Acq On : 01 Mar 2019 20:08

Operator : JU/SJ

Sample : K1665-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .22 7.22 118.7 ng 10355300 1 7.68 1744880 20.0
n-Hexadecanoic acid 17.97 3.6 ng 653519 4 17.09 3649810 20.0
17-Pentatriacontene 20.98 3.4 ng 674594 5 21.28 3992000 20.0
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