LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O80618\

Data File : BM016219.D

Aca On = 07 Aug 2018 08:38 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4332-06 0&n1&ﬂPgF{>s
isc :

ALS Vial : 26 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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

5.693 404 409 426 rBvV 169448 289183 12.92% 2.904%
7.334 683 688 700 rBV 95282 174810 7.81% 1.755%
rBv 412737 676533 30.22% 6.793%
8.169 824 830 840 rBB 152389 248298 11.09% 2.493%
8.487 878 884 897 rBB 647678 1039839 46.45% 10.442%
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9.352 1025 1031 1048 rBvV 462146 789873 35.28% 7.932%
10.987 1302 1309 1319 rBV 170719 291497 13.02% 2.927%
13.416 1716 1722 1735 rVB 1110919 1586608 70.87% 15.932%
14.251 1860 1864 1871 rBB2 28212 37694 1.68% 0.379%
14.798 1951 1957 1965 rVB2 221744 335322 14.98% 3.367%

=
QO ~NO®

11 16.280 2204 2209 2219 rBV 588142 811047 36.23% 8.144%
12 17.533 2416 2422 2429 rBV 280874 381966 17.06% 3.836%
13 18.374 2561 2565 2574 rBV 31691 42730 1.91% 0.429%
14 20.110 2854 2860 2866 rBV 2045118 2238815 100.00% 22.481%
15 21.657 3119 3123 3130 rBvV 382448 486637 21.74% 4._.887%

16 22.815 3318 3320 3327 rVB2 30975 35044 1.57% 0.352%
17 24.009 3516 3523 3531 rBvV 259199 492708 22.01% 4.948%

Sum of corrected areas: 9958604
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016219.D

Aca On = 07 Aug 2018 08:38

Operator : SJ/JU

ﬁ?ggle i J4332-06 080118-TIPC-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016219.D
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733 8.17
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM016219.D
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Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016219.D
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016219.D

Aca On = 07 Aug 2018 08:38

Operator : SJ/JU

ﬁ?ggle i J4332-06 080118-TIPC-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.69 Concentration Rank 2

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

7.69 54.49 ng 676533 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 749 (7.693 min): BM016219.D (-743) (-) m/z 132.00 100.00%
130.0
5000 68.1 /L
401 rrryrrrryrripT oo
|” 54 0 | 780 97'0 106.0 740 7.60 7.80 8.00
o.P.H,H.W.”.“.” !v...L,”.w.“n“.”,”.w.”.,b”,” m/z 68.10 44 .05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14015: 1H-Benzimidazole, 2-methyl-
130.0
5000 U I L R R
7.40 7.60 7.80 8.00
390 520 63.0 90.0 m/z 66.10 42 .58%
o 78 Ty TE T 0 e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
L AN SR LA A
7.40 7.60 7.80 8.00
5000 m/z 134.00 31.95%
69.0
w0 10 ‘ 890 1030 ‘
0.,....,....‘:‘”..‘.“‘H ...‘.,..‘?? ....,...‘. .‘l‘..,l.l.S..O,...., b
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #13681. 4-Chloro-6-fluoro-pyrimidine R R
132.0 7.40 7.60 7.80 8.00
m/z 69.10 23.40%
97.0
5000
70.0
31.0
0 44.0 L, 60‘ 0 ! | 86 0 | 116.0 !
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 13'*0 140 7.'40 7.530 7.|80 8.IOO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016219.D

Aca On = 07 Aug 2018 08:38

Operator : SJ/JU

ﬁ?ggle i J4332-06 080118-TIPC-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.24 ng 42730 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
Abundance Scan 2564 (18.369 min): BM016219.D (-2561) (-) m/z 43.10 100.00%
431
73.0
5000 131
971 129.1
| L {l] “ ||I |. | 15|7'0 18?0 | 25?2 28|1'0 16.00 1820 8,90 18.50
e s N S A LA LA AR LA LAY SRS LARAN ARAN LARAN LN m/z 41.10 84.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0
18.00 18.20 18.40 18.60
) m/z 55.10 82.74%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid

73.0

43.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 77.18%
5150 LM
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid R e N R
60.0 18.00 18.20 18.40 18.60
m/z 73.00 73.46%
5000 129.0
29.0 85.0 157.0
200.0
o | MH\ HMM 1070 | | ‘ I
A S e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM0O80618\

Data File : BM016219.D

Acq On = 07 Aug 2018 08:38

Operator : SJ/JU

ﬁ?ggle i J4332-06 080118-TIPC-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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? .69 7.69 54_.5 ng 676533 1 8.17 248298 20.0
Pentadecanoic acid 18.37 2.2 ng 42730 4 17.53 381966 20.0
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