LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016407.D

Aca On : 16 Aug 2018 08:37 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4462-04 0&31&ﬂPgF4»s
isc :

ALS Vial : 32 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

5.645 396 401 419 rBV 120764 207534 12.39% 3.008%
7.286 675 680 692 rBvV 62890 116947 6.98% 1.695%
rBv 292462 483437 28.85% 7.007%
8.110 814 820 828 rBB 90571 145582 8.69% 2.110%
8.428 868 874 886 rBB 500707 782090 46.68% 11.335%

abrwWNPEF
\l
(9}
w
N
\l
w
N
\l
W
©
\l
a0
=

9.292 1015 1021 1035 rBV 305663 534042 31.87% 7.740%
10.922 1292 1298 1313 rBB 93529 159154 9.50% 2.307%
13.363 1707 1713 1727 rBV 845083 1138562 67.95% 16.502%
14.745 1941 1948 1955 rBB2 121022 180144 10.75% 2.611%
16.015 2160 2164 2169 rBB 20352 24472 1.46% 0.355%

=
QO ~NO®

11 16.233 2196 2201 2215 rBB 427693 589643 35.19% 8.546%
12 17.480 2408 2413 2420 rBV 160844 225787 13.48% 3.272%
13 18.327 2551 2557 2563 rBV 14965 20790 1.24% 0.301%
14 20.062 2847 2852 2859 rBV 1546106 1675489 100.00% 24.283%
15 21.615 3111 3116 3124 rBV 259101 318981 19.04% 4.623%

16 23.938 3506 3511 3520 rVB 154902 297094 17.73% 4 _306%

Sum of corrected areas: 6899748
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016407.D

Aca On : 16 Aug 2018 08:37

Operator : SJ/JU

ﬁ?ggle i J4462-04 081318-TIPC-F-U-S
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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Time--> 3.50

9.00

400 450 500 550 6.00 650 700 750 800 850

9.50

T T
10.00 10.50 11.00 11.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM016407.D

13.36

16.23

14.74 17.48

16.02

18.33

20,06

Time--> 12.

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016407.D

Aca On : 16 Aug 2018 08:37

Operator : SJ/JU

ﬁ?ggle i J4462-04 081318-TIPC-F-U-S
ALS Vial : 32 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 unknown7.63 Concentration Rank 2

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

7.63 66.41 ng 483437 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 The First isomer tricvclopentadiene 198 C15H18 1000222-21-0 40
2 1-Buten-3-vne. 2-methvl- 66 C5H6 000078-80-8 16
3 Bicvclol3.2.0Thept-2-en-6-o0l. 7.... 178 C7H8CI20 092998-64-6 16
4 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 16
5 3-Penten-1-yne, (2)- 66 C5H6 001574-40-9 16

Abundance Scan 738 (7.628 min): BM016407.D (-734) (-) m/z 132.00 100.00%
13p.0
5000 66.1
40.1
96.0 M IR UL I

7.20 7.40 7.60 7.80 8.00
— m/z 66.10 51.22%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #55035: The first isomer tricyclopentadiene
66.0
5000 ||/|kllllllllllllllllllll
7.20 7.40 7.60 7.80 8.00
132.0 m/z 68.10 41 .86%
39.0 9.0 1150 | 147.0 198.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #370: 1-Buten-3-yne, 2-methyl-
66.0
e
7.20 7.40 7.60 7.80 8.00
5000 39.0 m/z 134.00 31.58%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41594: Bicyclo[3.2.0]hept-2-en-6-0l, 7,7-dichloro- e
66.0 7.20 7.40 7.60 7.80 8.00

m/z 69.10 26.53%

5000

39.0 100.0 . 50
‘h “\M ‘ L ‘850 \ | ]T 1420

m/z--> 20 80 100 120 140 160 180 200 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016407.D

Aca On : 16 Aug 2018 08:37

Operator : SJ/JU

Sample : J4462-04

Misc :

ALS Vial : 32 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 Ethyl citrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.02 2.72 ng 24472 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 83
2 Pvrimidine. 2-methvlthio-4-hvdro... 157 C5H7N30S 001074-41-5 38
3 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 28
4 2.3.4-Trifluorobenzonitrile 157 C7H2F3N 143879-80-5 9
5 Hexanedioic acid, diethyl ester 202 C10H1804 000141-28-6 9

Abundance Scan 2165 (16.021 min): BM016407.D (-2160) (-) m/z 157.00 100.00%
157.0
5000
115.0
43.0 203.0 ' 15.80 16.00 16.20 16.40
68.9 87.0
e b 'm/z 115.00  30.99%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #103737: Ethyl citrate
157.0
5000 115.0 LR SN BN SULBURN I
29.0 15.80 16.00 16.20 16.40
0.0 87.0 2030 m/z 43.00 14 .93%
N 4.|'O I, |. ||I. A |13.9'0 185.0 .
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27910: Pyrimidine, 2-methylthio-4-hydroxy-6-amino-
157.0
" 15.80 16.00 16.20 16.40
5000 m/z 203.00 11.76%
68.0 050 110.0
43.0 :
|||||||Wi‘”| -\ | |‘|“|‘||‘l‘|‘|‘l|||h| : Illzlgl'ollllllhl e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27950: 2-Fluoro-6-nitrophenol e
157.0 15.80 16.00 16.20 16.40
m/z 42.00 9.07%
5000 570  83.0
99.0 127.0
..|...f1::".0...|....|....|....|....|....|....|....|... R R n e
m/z--> 20 40 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM081518\

Data File : BM016407.D

Acq On : 16 Aug 2018 08:37

Operator : SJ/JU

ﬁ?ggle i J4462-04 081318-TIPC-F-U-S
ALS Vial : 32 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]
unknown7 .63 7.63 66.4 ng 483437 1 8.11 145582 20.0
Ethyl citrate 16.02 2.7 ng 24472 3 14.74 180144 20.0
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