LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100462.D

Aca On - 12 Nov 2017 2:11 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16369-08 UGl
Misc i 110617-JETT-F-U-S
ALS Vial : 33 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 2.204 16 20 26 rvB 67362 87020 2.42% 0.383%
2 5.122 512 516 523 rBV 245646 248830 6.93% 1.095%
3 5.516 579 583 586 rBY 1453223 1249780 34.80% 5.499%
4 6.516 749 753 757 rBV 991267 836320 23.29% 3.680%
5 6.669 775 779 782 rBVY 2395077 2087565 58.13% 9.185%
6 6.904 815 819 822 rBY 1018414 867198 24.15% 3.816%
7 7.063 841 846 849 rBVY 2806091 2753828 76.68% 12.117%
8 7.463 909 914 917 rBV 2093401 2241650 62.42% 9.863%
9 8.180 1033 1036 1040 rBvV 1139993 1037909 28.90% 4_.567%
10 8.733 1127 1130 1134 rBV 110320 93438 2.60% 0.411%
11 9.257 1214 1219 1223 rBV 3593957 3591106 100.00% 15.801%
12 9.645 1282 1285 1289 rBV 98757 81361 2.27% 0.358%
13 9.939 1329 1335 1348 rVvB 1071220 1000843 27.87% 4.404%
14 10.604 1445 1448 1452 rVB 99089 71813 2.00% 0.316%

15 10.651 1452 1456 1459 rBV 276733 241904 6.74% 1.064%

16 10.727 1464 1469 1478 rBV 1148450 1130320 31.48% 4._.973%
17 11.427 1584 1588 1591 rBV 851599 771996 21.50% 3.397%
18 13.010 1853 1857 1860 rBV 2840339 2587814 72.06% 11.387%
19 13.898 2005 2008 2015 rVB5 24362 37269 1.04% 0.164%
20 14.062 2032 2036 2043 rBvV 928278 834858 23.25% 3.673%

21 15.398 2261 2263 2269 rBV7 28024 38191 1.06% 0.168%
22 15.545 2284 2288 2295 rVB 399251 570266 15.88% 2.509%
23 15.698 2311 2314 2319 rVB6 41192 50227 1.40% 0.221%

24 16.274 2407 2412 2419 rVB5 54914 111871 3.12% 0.492%
25 16.715 2482 2487 2493 rVB2 58481 103586 2.88% 0.456%

Sum of corrected areas: 22726963
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100462.D

12 Nov 2017 2:11

SJ/Ju

16369-08

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF100462.D

7.06

6.67
7.46

5.52

6.52

5.12

0
Time-->

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

8.18

TIC: BF100462.D

13.01

9.94 10.73

11.43

10.

e At T e e

Or——
Time-->

T
10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.90

TIC: BF100462.D

14.06

15.54

15.40/| 15.70 16.27 16.72

Time-->

14.00

17.00 17.50 18.00 18.50 19.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100462.D

Aca On : 12 Nov 2017 2:11

Operator : SJ/JU

Sample : 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7

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

2.20 2.01 ng 87020 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 38
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.198 min): BF100462.D (-16) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1

| | 2.20 2.30 2.40 2.50 2.60
NS 1 U S A N ——— Y57 E< W0 [0 N Y- BT

0
m/z--> 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 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 54.95 31.76%
29.0 ‘
0 N ‘ ‘ ‘ !
”,”.q.“.P.”,”.W.H.P.H,H.W.H.P.”,”.q.n.w.“,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
450 55.0 2.20 2.30 2.40 2.50 2.60
5000 : m/z 87.10 26.63%
27.0
15.0
R AR R O o R B R BRARSEEEES B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol A RAREEEEE L L R
73.0 2.20 2.30 2.40 2.50 2.60
87.0 m/z 41.00 15.36%
5000 41.0 55.0
29.0
0 U, ‘ IX w ‘ 97.0 112.0 129.0
RN R EEE e s o e e  RALARA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100462.D

Aca On : 12 Nov 2017 2:11

Operator : SJ/JU

Sample : 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 5.74 ng 248830 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 516 (5.122 min): BF100462.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ISR RS LR LR
| 83.1 | 4.80 500 5.20 5.40
Obrrr e el e e m/z 59.10 54.94Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.88%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 15.87%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e e  EEa
59.0 4.80 500 5.20 5.40
m/z 41.10 9.00%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100462.D

Aca On : 12 Nov 2017 2:11

Operator : SJ/JU

Sample : 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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

3 unknown6.67

Concentration Rank 2

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

6.67 48.15 ng 2087570 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF100462.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBEAREE SRS UL S
40.1 540 6.40 6.60 6.80 7.00
0 gL0 e — m/z 68.10 40.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBE RS SR UL S
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.85%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.91%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e AR R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.93%
74.0
5000 9go 1160
oL IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e RAREE B S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100462.D

Aca On : 12 Nov 2017 2:11

Operator : SJ/JU

Sample : 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 4.83 ng 241904 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
3 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
4 N-Methoxv-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 1456 (10.651 min): BF100462.D (-1452) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 ”"P"W'L”I'A'I”'
152.0 10.40 10.60 10.80 11.00
O et e 2229 0 Tm/z 77.00 57.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 LN UL BULIILN IR
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 55.97%
0 27.0 \ s 1260 152.0 s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
" 10.40 10.60 10.80 11.00
5000 77.0 m/z 51.00 22 .99%
51.0
0 27.0 141.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43587: Benzenebutanoic acid, .gamma.-0xo- L A ma
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.37%
5000 77.0
51.0
o 270 | | | 1330 161.0 180
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100462.D

Aca On : 12 Nov 2017 2:11

Operator : SJ/JU

Sample : 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 6 unknownl6.27 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.92 ng 111871 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl-2-(2.5-... 278 C13H18N403 1000294-63-5 35
2 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 30
3 5-(p-Aminophenvl)-2-thiazolamine 191 CO9HON3S 090349-87-4 25
4 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HO9N7 017539-50-3 25
5 2-(2-Hydroxyethylimino)-3,6-dime... 222 C11H14N20S 068720-70-7 22
Abundance Scan 2411 (16.268 min): BF100462.D (-2407) (-) m/z 191.15 100.00%
191.2
5000 81.0
55.0

136.1 163.1

219.2 2820 16.00 16.20 16.40 16.60
0 m/z 81.00 46 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125517: Pentanoic acid, 4-methyl-2-(2,5-dimethyloxazolo[5...
191.0
5000 LA L L L L L L
43.0 16. 00 16. 20 16. 40 16 60
107.0 0
70.0 164.0 233.0 m/z 177.15 45 _.67%
136.0 278.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
AR EEEEE RS
16.00 16.20 16.40 16.60
5000 m/z 69.10 43.15%
77.0
136.0 163.0
106.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine AR EEEEE RS
191.0 16.00 16.20 16.40 16.60
m/z 95.10 43.11%
5000
136.0 164.0
180 51.0 770 :\LO?O\ I | | !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16. 20 16. 40 16 60
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Library Search Compound Report

Data Path :

Data File : BF100462.D

Aca On - 12 Nov 2017 2:11
Operator : SJ/JU

Sample - 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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

Peak Number

7 2H-1,2,3-Triazole-4-carboxa...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.72 3.63 ng 103586 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 50
2 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 43
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
4 9H-Fluorene-9-carbonitrile 191 C14H9N 001529-40-4 38
5 2,5,5,8a-Tetramethyl-4-methylene... 206 C14H220 093175-76-9 38

Abundance Scan 2488 (16.721 min): BF100462.D (-2482) (-) m/z 191.15 100.00%
191.2
5000 95.0
41.0 36.1 S o T I o
2311 5810 397.4 16.40 16.60 16.80 17.00
o R LA A e a e m/z 95.00 37.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0
109.0
5000 U AR AR AR
16.40 16.60 16.80 17.00
75-F m/z 81.10 32.39%
0...|....|....|... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.40 16.60 16.80 17.00
5000 m/z 123.00 30.51%
43.0 150.0
80.0109.0
S S L L L S L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen LI B e I
191.0 16.40 16.60 16.80 17.00
m/z 69.10 28.42%
5000
. 149.0
e
0--‘“”““”MW“"“H'MJ' UL SR L SN U AR DR AR
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100462.D

Acq On : 12 Nov 2017 2:11

Operator : SJ/JU

Sample - 16369-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 2.20 2.0 ng 87020 1 6.90 867198 20.0
2-Pentanone, 4-hy... 5.12 5.7 ng 248830 1 6.90 867198 20.0
unknown6.67 6.67 48.1 ng 2087570 1 6.90 867198 20.0
Benzophenone 10.65 4.8 ng 241904 3 9.94 1000840 20.0
unknownl6.27 16.27 3.9 ng 111871 6 15.55 570266 20.0
2H-1,2,3-Triazole... 16.72 3.6 ng 103586 6 15.55 570266 20.0
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