LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\

Data File : BF108496.D

Aca On = 25 Aug 2018 7:11 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4582-12 082018-SIPIE)E-U-S
ALS Vial : 35 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 F\METHODS\8270-BF080818 .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 2.372 3 6 17 rvVB 2599082 3257559 68.68% 11.262%
2 5.237 490 493 507 rvB 63406 75443 1.59% 0.261%
3 5.625 555 559 574 rBVY 1484793 1322411 27.88% 4_.572%
4 6.613 723 727 731 rBVY 1020389 880637 18.57% 3.044%
5 6.766 749 753 757 rBVY 2530269 2367048 49.90% 8.183%

6 6.995 789 792 796 rBV 979894 862600 18.19% 2.982%
7 7.154 815 819 823 rBV 3275908 3206324 67.60% 11.085%
8 7.566 883 889 892 rBV 2703837 2760249 58.19% 9.543%
9 8.284 1006 1011 1014 rBV 1126377 1013420 21.37% 3.504%
10 9.360 1188 1194 1197 rBV 5073293 4743311 100.00% 16.398%
11 9.742 1256 1259 1265 rBV 58124 60128 1.27% 0.208%
12 10.013 1302 1305 1307 rBV 67182 52399 1.10% 0.181%

13 10.042 1307 1310 1326 rVvB2 1238007 1093971 23.06% 3.782%
14 10.701 1419 1422 1425 rBV 162397 132198 2.79% 0.457%
15 10.836 1441 1445 1457 rBV 1480019 1428152 30.11% 4_.937%

16 10.942 1457 1463 1468 rVB2 39482 64803 1.37% 0.224%
17 11.536 1560 1564 1572 rBV 1047316 916647 19.33% 3.169%
18 13.124 1829 1834 1837 rBV 3581126 3109435 65.55% 10.750%
19 14.107 1992 2001 2004 rBV6 22146 59905 1.26% 0.207%
20 14.189 2011 2015 2025 rVB 854751 763919 16.11% 2.641%

21 15.742 2271 2279 2288 rBV 530002 754953 15.92% 2.610%

Sum of corrected areas: 28925512
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108496.D

Aca On = 25 Aug 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J4582-12 082018-SIPI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108496.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108496.D

Aca On = 25 Aug 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J4582-12 082018-SIPI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.37 75.53 ng 3257560 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.372 min): BF108496.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 87.1
| 240 250 2.60 2.70 2.80
Olrrrprrrr ekt b e e || M7z 4310 43.64%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.40 2.50 2.60 2.70 2.80
" 550 87.0 m/z 55.10 30.97%
29.0
0 L A,
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 USRS LA RS RS R
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.10 27 .81%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R B
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 .39%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 240 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108496.D

Aca On = 25 Aug 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J4582-12 082018-SIPI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2 unknown6.77 Concentration Rank 3

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

6.77 54 .88 ng 2367050 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108496.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 540 || g0 %iono ok 65> 650 750 75
Obr el el £80 L3080 Wl Tm/z 68.10  41.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRI L LA L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.50%
0'|”'WL“ww!“|“"w'“i“?hq”'l“'w'“'w"w'“'l““l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 27 .28%
33.0 44.0 0.0 105.0
o 60.0 0.0 ‘ | 115.0
s % % Ao B e o e @ 0 16 1% 1% 150
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile i .L, A
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.94%
5000
92.0
65.0
oL 270 390 510 | 770 1059 117.0
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108496.D

Aca On = 25 Aug 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J4582-12 082018-SIPI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.42 ng 132198 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 OQuinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 38
4 3-Chloro2-fluorobenzoic acid. 6-... 342 C19H28CIF02 1000338-64-1 36
5 Piperazine-1l-carboxylic acid, 4-... 396 C14H18CI2N205S 1000303-80-3 36
Abundance Scan 1422 (10.701 min): BF108496.D (-1419) (-) m/z 157.05 100.00%
15f.1
5000 115.0
43.0 U L B
I 66,9 87.0 2031 10.40 10.60 10.80 11.00
o) P L | m/z 115.00 36.42%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123852: Triethyl citrate
15f.0
5000 115.0 A

10 40 10. 60 10.80 11.00

43.0 203.0
m/z 43.00 19.11%
87.0
0 .':‘..,'.'..:5.7.9. et 3320 L 2310 256.0277.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
P T e T
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 10.11%
87.0
‘ 188.0
SRR I SV I s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl- e
157.0 10.40 10.60 10.80 11.00
m/z 111.00 9.51%
5000

S M e SRS | AN AS—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00

8270-BF080818.M Mon Aug 27 13:21:25 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082418\

Data File : BF108496.D

Acg On : 25 Aug 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J4582-12 082018-SIPI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.37 75.5 ng 3257560 1 7.00 862600 20.0
unknown6 .77 6.77 54_.9 ng 2367050 1 7.00 862600 20.0
Triethyl citrate 10.70 2.4 ng 132198 3 10.04 1093970 20.0
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