LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020278.D
Aca On : 11 May 2019 18:32 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2763-01 P021-SS004-1218-01
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-BM043019 .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 5.351 396 402 411 rBVY 1043363 1556568 54.96% 8.849%
2 6.934 664 671 686 rBV 998358 1614845 57.02% 9.180%
3 7.298 726 733 750 rBVY 1056025 1693997 59.81% 9.630%
4 7.769 807 813 820 rBV 192462 314553 11.11% 1.788%
5 8.081 859 866 874 rBV 751034 1239544 43.76% 7.046%

8.933 1004 1011 1030 rBV 565071 998497 35.25% 5.676%
10.557 1281 1287 1298 rBV 199108 358383 12.65% 2.037%
13.027 1701 1707 1718 rBV 1245855 1878798 66.34% 10.680%
13.868 1845 1850 1859 rBV 150900 220008 7.77% 1.251%
14.410 1937 1942 1954 rBV2 304101 482099 17.02% 2.741%

=
QO ~NO®

11 15.904 2190 2196 2215 rBV 1158710 1737912 61.36% 9.879%
12 17.162 2402 2410 2419 rBV2 415153 614616 21.70% 3.494%
13 18.045 2555 2560 2569 rBV2 89642 142909 5.05% 0.812%
14 19.327 2774 2778 2783 rBV3 36868 55922 1.97% 0.318%
15 19.786 2851 2856 2867 rBV 2213410 2832281 100.00% 16.101%

16 21.044 3066 3070 3077 rBV2 75882 107002 3.78% 0.608%
17 21.350 3117 3122 3130 rBV2 609625 805170 28.43% 4._.577%
18 22.391 3296 3299 3304 rBV3 42188 58717 2.07% 0.334%
19 22.909 3384 3387 3392 rVB3 61325 79824 2.82% 0.454%
20 23.638 3505 3511 3519 rVB 425379 799498 28.23% 4._.545%

Sum of corrected areas: 17591143
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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\HPCHEMI\BNA M\DATA\BMO051119\

BM020278.D

11 May 2019 18:32

JussJ

K2763-01

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

P021-SS004-1218-01

Abundance

2000000

1500000

1000000

500000

-

5.35

TIC: BM020278.D

6.03 /.30

7.77

8.08
8.93

10.56

Time--> 3.00

O

3.50 4.00 4.50

I
5.00

I I
550 6.00 6.50

I
7.00 750 8.

T
00

I
8.50 9.00 9.50

T
10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

13.03

13.87

14.41

TIC: BM020278.D

15.90

17.16

18.04

19.33

A
UL B

1979

Obr

el
LI B B B B

Time--> 12.00 12,50 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

2000000

1500000

1000000

500000

21.35

TIC: BM020278.D

O
Time--> 21.00 2150 22.00 2250 23.00 2350 2400 2450 2500 2550 26.00 2650 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020278.D

Aca On : 11 May 2019 18:32

Operator : JU/SJ

ﬁ?ggle i K2763-01 P021-55004-1218-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.30 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.30 107.71 ng 1694000 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11
Abundance Scan 733 (7.298 min): BM020278.D (-726) (-) m/z 132.00 100.00%

132
5000

7.00 720 740 760

01 m/z 68.10 54 _36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N AR LI e

7 00 7.20 7.40 7.60
51 78 m/z 66.00 35.72%

31 38
ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132

7.00 7.20 7.40 7.60

5000 m/z 134.00 33.28%
92
65
105

Oberprrrerre eyt S ety o Tl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- R R

132 700 720 740 760

m/z 69.10 23.63%

5000
63 90 104
15 28 39 52 ) 7 N |, 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020278.D

Aca On : 11 May 2019 18:32

Operator : JU/SJ

ﬁ?ggle i K2763-01 P021-55004-1218-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.65 ng 142909 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Lactose 342 C12H22011 000063-42-3 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2559 (18.039 min): BM020278.D (-2555) (-) m/z 73.00 100.00%
73
43 ¢
5000
129
97 213
U 143157071185099 | 07 256 oo 17.80 18.00 18.20 18.40
0 m/z 60.10 70.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 73
5
5000 29 256 L S BRI UL U
17.80 18.00 18.20 18.40
213 m/z 43.10 58.84Y%
. L 143157171185, oo
m/z--> "lelhblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o, T8
17.80 18.00 18.20 18.40
5000 - 129 m/z 55.00 54 _.23%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.80 18.00 18.20 18.40
m/z 57.00 52.83%
43 57
5000
129
29 115 171 214
1 \HM 1] | s | 185 |
0..ﬁﬂ.ﬁhw%u ,”.w”nw”..m:q”.w”..”..”..”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\
Data File : BM020278.D

Aca On : 11 May 2019 18:32

Operator : JU/SJ

Sample : K2763-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 4 Trichloroacetic acid, hexad... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.04 2.66 ng 107002 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 83
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 81

Abundance Scan 3069 (21.039 min): BM020278.D (-3066) (-) m/z 83.10 100.00%
57
5000
111
3 176 209 281 20.80 21.00 21.20 21.40
0 il AN O R m/z 57.05 98.67%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
48
69
97
5000 I SRR DR B B
2080 21100 2120 2140
125 m/z 69.00 93.20%
0! ul 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
48
" 20,80 21.00 21.20 21.40
5000 83 m/z 43.00 89.42%
18 J ‘111
0 ‘ Lol fied ' L ‘139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester N B Baa ma s e
43 20.80 21.00 21.20 21.40
m/z 97.00 85.95%
69
5000
97
o Il ‘ | 4 |12 154 183 224 252
m/z--> 50 100 150 200 250 300 350 2080 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051119\

Data File : BM020278.D

Acq On : 11 May 2019 18:32

Operator : JU/SJ

ﬁ?ggle i K2763-01 P021-SS004-1218-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown? .30 7.30 107.7 ng 1694000 1 7.77 314553 20.0
n-Hexadecanoic acid 18.04 4.7 ng 142909 4 17.16 614616 20.0
Trichloroacetic a... 21.04 2.7 ng 107002 5 21.35 805170 20.0
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