LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50719\
Data File : BM020171.D

Aca On : 07 May 2019 18:51

Operator : JU/SJ

Sample : PB119485BL

Misc :

ALS Vial : 5 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 5.375 398 406 418 rBVY 2554445 3815323 43.92% 8.651%
2 6.957 668 675 686 rBY 2503987 3948167 45.45% 8.953%
3 7.322 730 737 748 rBVY 2746140 4199394 48.34% 9.522%
4 7.787 809 816 824 rBV 408930 659597 7 .59% 1.496%
5 8.104 863 870 888 rVB 1969546 3235653 37.25% 7.337%

8.957 1003 1015 1022 rBV 1511395 2546120 29.31% 5.773%
10.580 1284 1291 1300 rBV 479891 805884 9.28% 1.827%
13.051 1704 1711 1721 rBV 3894550 5587580 64.32% 12.670%
44863 119739 1.38% 0.272%
14.433 1940 1946 1958 rVB2 710428 1054953 12.14% 2.392%
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11 15.927 2193 2200 2212 rBV 3278852 4706744 54.18% 10.673%
12 17.180 2407 2413 2423 rBV2 912201 1306706 15.04% 2.963%
13 18.056 2558 2562 2571 rBV2 96732 168382 1.94% 0.382%
14 19.339 2777 2780 2789 rBV7 62750 120522 1.39% 0.273%
15 19.803 2853 2859 2871 rBV 7216797 8686867 100.00% 19.698%

16 21.362 3119 3124 3129 rBV 1222702 1556177 17.91% 3.529%
17 23.650 3507 3513 3521 rVB 822810 1582574 18.22% 3.589%

Sum of corrected areas: 44100382
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50719\
Data File : BM020171.D

Aca On : 07 May 2019 18:51

Operator : JU/SJ

Sample : PB119485BL

Misc :

ALS Vial : 5 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

Abundance TIC: BM020171.D
7000000

6000000
5000000
4000000
3000000 537 6.96 7.32

2000000

1000000
7.79 10.58

I I I o e o e T e e

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020171.D

7000000 13.80

6000000
5000000

4000000 13.05
15.93
3000000

2000000

1000000 14.43 17.18
14.3&) 18.06 19.34 J T

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020171.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50719\
Data File : BM020171.D

Aca On : 07 May 2019 18:51

Operator : JU/SJ

Sample : PB119485BL

Misc :

ALS Vial : 5 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 unknown7.32 Concentration Rank 1

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

7.32 127.33 ng 4199390 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 737 (7.322 min): BM020171.D (-730) (-) m/z 132.00 100.00%
132

5000

7.00 7.20 7.40 7.60

et | m/z 68.05  56.03%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 I/I\IIIIIIIIIIIIIIIIIIIII
69 7.00 7.20 7.40 7.60
ag 2 m/z 66.10 37.44%
89 103
9 115
A B e T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
e e
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 32.34%
70
31 60
4\4\ Ll . 8 | 116
et
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine T s
132 7.00 7.20 7.40 7.60
69 m/z 69.05 25.99%
104
5000
31 51
..‘..”‘,l.H.,.l.j?....,....,.. e
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path :

Data File : BM020171.D

Aca On : 07 May 2019 18:51
Operator : JU/SJ

Sample - PB119485BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO50719\

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

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

Concentration Rank 4

Peak Number 3 D-Allose

R.T. EstConc Area Relative to ISTD R.T.
14.30 2.27 ng 119739 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 83
2 Heptanoic acid 130 C7H1402 000111-14-8 59
3 1.6-Anhvdro-_.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 56
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 Pentanoic acid 102 C5H1002 000109-52-4 53

Abundance Scan 1923 (14.298 min): BM020171.D (-1916) (-) m/z 60.00 100.00%
60
5000
4 %8 14.00 14.20 14.40 14.60
4 115 : : : :
O 1 = N O .3 o = < 5T B e '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42883: D-Allose
60
5000 L DU I B S
14.00 14.20 14.40 14.60
43 m/z 57.00 34.67%
4 98 115109144 163 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12979: Heptanoic acid
60
14.00 14.20 14.40 14.60
5000 m/z 42.00 18.04%
o7 41
87
H ‘ .| 191115130
m/z--> 20 Jo 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60 14.00 14.20 14.40 14.60
m/z 55.00 16.06%
5000
29
s | 7 4 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50719\
Data File : BM020171.D

Aca On : 07 May 2019 18:51

Operator : JU/SJ

Sample : PB119485BL

Misc :

ALS Vial : 5 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 4 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.06 2.58 ng 168382 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 50
2 Dodecanoic acid 200 C12H2402 000143-07-7 46
3 n-Decanoic acid 172 C10H2002 000334-48-5 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 2563 (18.062 min): BM020171.D (-2558) (-) m/z 73.00 100.00%
5000 /MLM
| 17.80 18.00 18.20 18140
m/z 60.00 52.40%
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 7
5000 129 L DU BRI SULRE BAUS
242 ﬂmmmmmmm
97 199 m/z 41.05 50.23%
157 \
. R
m/z--> 50 100 150 200 250 300 350
Abundance #56046: Dodecanoic acid
60
4 | 17.80 18.00 18.20 18140
5000 129 m/z 57.05 44 _47%
157
200
sl M e P
m/z--> 50 1 0 150 200 250 300 350
Abundance #37192: n-Decanoic acid B R mamE e L
60 17.80 18.00 18.20 18.40
a1 m/z 71.10 43 .20%
5000 129
87 172
SN e | et
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO50719\
Data File : BM020171.D

Acq On : 07 May 2019 18:51

Operator : JU/SJ

Sample : PB119485BL

Misc :

ALS Vial : 5 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? .32 7.32 127.3 ng 4199390 1 7.79 659597 20.0
D-Allose 14.30 2.3 ng 119739 3 14.43 1054950 20.0
Pentadecanoic acid 18.06 2.6 ng 168382 4 17.18 1306710 20.0
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