LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020280.D
Aca On : 11 May 2019 19:44 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2763-05 P021-SS005-0612-01
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-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 5.351 395 402 415 rBV 983348 1441190 54.57% 9.030%
2 6.934 664 671 685 rBV 917154 1510751 57.20% 9.466%
3 7.298 726 733 742 rBV 984109 1571332 59.49% 9.846%
4 7.769 807 813 819 rBV 180427 300948 11.39% 1.886%
5 8.081 859 866 875 rBV 656340 1092438 41.36% 6.845%

8.934 1004 1011 1025 rBV 528368 919502 34.81% 5.761%
10.557 1281 1287 1299 rBV 195831 349203 13.22% 2.188%
980468 1515684 57.39% 9.497%
13.869 1843 1850 1862 rBV 141679 212090 8.03% 1.329%
14.410 1937 1942 1956 rBV2 309649 471735 17.86% 2.956%
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11 15.904 2190 2196 2209 rBV 1074217 1554446 58.86% 9.740%
12 17.162 2404 2410 2422 rBvV2 399780 601145 22.76% 3.767%
13 18.045 2555 2560 2567 rBV 57099 88534 3.35% 0.555%
14 19.327 2774 2778 2783 rBV6 19561 27923 1.06% 0.175%
15 19.786 2851 2856 2864 rBV 2104016 2641128 100.00% 16.549%

16 21.045 3067 3070 3075 rBV3 55431 69812 2.64% 0.437%
17 21.350 3117 3122 3130 rBV 625845 790362 29.93% 4._.952%
18 23.639 3504 3511 3518 rVB 415803 801565 30.35% 5.022%

Sum of corrected areas: 15959788
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM051119\

Data File : BM020280.D

Aca On : 11 May 2019 19:44

Operator : JU/SJ

ﬁ?ggle i K2763-05 P021-SS005-0612-01
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM020280.D
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Library Search Compound Report

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

Data File : BM020280.D

Aca On : 11 May 2019 19:44

Operator : JU/SJ

ﬁ?ggle i K2763-05 P021-55005-0612-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.30 Concentration Rank 1

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

7.30 104.43 ng 1571330 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 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 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 733 (7.298 min): BM020280.D (-726) (-) m/z 132.00 100.00%
32
] K
5000
40 47 5 | 75 g7 6 104 15 I I7I.IO(:)I I7I.2I0I I7I.I4-I0I I7I.6(I)I -
Obrrprrrrrrrr e o st 1] PR/ S R - | N m/z 68.10 53.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.00 7.20 7.40 7.60
21 70 m/z 66.10 35.79%
. 4451 €0 | 77 g5 | 105 116
mz-> 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 33.04%
92
65
. 27 39 Ssigg | 7 | W 4y |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- N E Eam ma
132 7.00 7.20 7.40 7.60
m/z 69.10 24 .30%
5000
o 15 28 3 82 G 77 90 100 44
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

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

Data File : BM020280.D

Aca On : 11 May 2019 19:44

Operator : JU/SJ

ﬁ?ggle i K2763-05 P021-55005-0612-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.95 ng 88534 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 14
Abundance Scan 2559 (18.039 min): BM020280.D (-2555) (-) m/z 73.00 100.00%
78
5
5000 41
7 129 171 213
| 01115 | 145157171185,99 256 g 17.80 18.00 18.20 18.40
Y — m/z 60.00 63.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 S AN SRR RN B
17.80 18.00 18.20 18.40
83 120 - m/z 55.00 56.93%
0 L s P ussnesionton
m/z--> ﬁo Jo éo éo 160 150 150 1&0 180 200 220 240 2éo 2éo
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy!
78
17.80 18.00 18.20 18.40
5000 m/z 43.10 52.47%
1171126 146 163
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37190: n-Decanoic acid
60 17.80 18.00 18.20 18.40
41 m/z 57.10 51.02%
5000 2
129
115
I
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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Tentatively ldentified Compound (LSC) summary

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

Data File : BM020280.D

Acq On : 11 May 2019 19:44

Operator : JU/SJ

3?22 le K2763-05 P021-SS005-0612-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown? .30 7.30 104.4 ng 1571330 1 7.77 300948 20.0
n-Hexadecanoic acid 18.04 3.0 ng 88534 4 17.16 601145 20.0
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