LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 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-BF092317.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

5.010 494 497 515 rVB 109066 157522 5.41% 1.557%
5.428 565 568 584 rBV 820319 976231 33.53% 9.646%
rBv2 35596 47563 1.63% 0.470%
6.498 747 750 759 rvB 300854 658016 22.60% 6.502%
6.587 761 765 771 rBV 1288127 1496138 51.39% 14.784%
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6 6.681 772 781 784 rVB 1463275 2911578 100.00% 28.770%
7 6.816 800 804 812 rBV 532277 500123 17.18% 4.942%
8 6.875 812 814 819 rVB 50107 50465 1.73% 0.499%
9 6.969 826 830 834 rBV 1498621 1374937 47.22% 13.586%
10 7.381 897 900 903 rBV 1051597 1009678 34.68% 9.977%
11 8.069 1014 1017 1019 rBV2 52367 53235 1.83% 0.526%

12 8.092 1019 1021 1025 rBV 583499 535158 18.38% 5.288%
13 16.551 2456 2459 2466 rVB 216945 349617 12.01% 3.455%

Sum of corrected areas: 10120261
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.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: BF099736.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown5.01 Concentration Rank 5

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

5.01 6.30 ng 157522 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 38
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 497 (5.010 min): BF099736.D (-494) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T T
| 83.0 460 4.80 5.00 5.20 5.40
e e e e e e e e m/z 59.00 64 .34%
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 L L L
59.0 460 4.80 500 520 5.40
0
150 4, ‘ 1010 m/z 101.00 24 .21%
"W”tl”“ﬂ'”P“'P”W'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
31.0 59.0
460 480 500 520 540
5000 m/z 58.10 17.41%
4.0 730 g7 1020
mﬁwﬁmﬁm
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 R A
59.0 4.60 4.80 5.00 5.20 5.40

m/z 40.95 8.56%

5000 41.0

Il il |0 1260 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.59 Concentration Rank 2

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

6.59 59.83 ng 1496140 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 766 (6.593 min): BF099736.D (-761) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 540 || 511 %O 500 o0 650 650 700
: B E e m/z 134.00 33.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RN S IR UL R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 68.10 32.88%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 19.54%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e AR
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.02%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN | C——
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 1

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

6.68 116.43 ng 2911580 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 50
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 38

Abundance Scan 781 (6.681 min): BF099736.D (-772) (-) m/z 45.05 100.00%
48.0
5000 50.1
72.1 S B G
104.1 6.40 6.60 6.80 7.00
Obrrprrrr el el b Rt e 222 m/Zz 59.10 39 24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 310 59.0 640 6.60 6.80 7.00
72.0 m/z 72.10 25.70%
e et 820, 200 1160 1350
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45.0
'”I'”'I”#'P"W"”
6.40 6.60 6.80 7.00
5000 m/z 73.10 16.31%
310 59.0 72.0 89.0
19.0 103.0 119.0 131.0
wwmﬁwmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- s
45.0 6.40 6.60 6.80 7.00
m/z 43.00 12.60%
5000 59.0
29.0
15.0 ‘ ‘ 750 00
”I“hW'”HP'”IJ'W'”'b'“l”tﬁ'”JL'AO%QW'”'P'”I”'W" ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Hexanol, 2-ethyl- Concentration Rank 6

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

6.87 2.02 ng 50465 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 38
3 1l-Hexene. 4-methvl- 98 C7H14 003769-23-1 37
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 36
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 25

Abundance Scan 813 (6.869 min): BF099736.D (-812) (-) m/z 57.00 100.00%
57.0
5000 41.0 105.0
70.0
84.1 95.1 120.1 URELE LI UL UL L
| | | | | | { | || 6.60 6.80 7.00 7.20
“|“'w'“'w'“l“'w”l'w'“lﬁ'wj“'w'“l“'w'“'w'“l m/z 41.00 48.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 RN S R S
43.0 6.60 6.80 7.00 7.20
29.0 ‘ 70.0 83.0 m/z 105.00 40.75%
98.0
"|"%§'?"'Mh“ AR R |"Hl|""‘l""'|"l RARARAEN "}3?:q'|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
6.60 6.80 7.00 7.20
5000 410 m/z 70.00 28.63%
29.0 70.0
' 83.0
15.0 98.0 1120
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3323: 1-Hexene, 4-methyl-
41.0 57.0 6.60 6.80 7.00 7.20
m/z 69.00 28.41%
29.0
5000
70.0
150 ‘ “ ‘\ 1 | L H 830 98\0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099736.D

Aca On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample : 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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

6 _beta.-iso-Methyl ionone

R.T. EstConc Area Relative to ISTD R.T.
16.55 20.00 ng 349617 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 58
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 53
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 50
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 47
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 45
Abundance Scan 2459 (16.551 min): BF099736.D (-2456) (-) m/z 191.20 100.00%
191.2
5000
95.1 «ﬁkvﬂ\AdxALﬁrfLNwmﬂ
sl | | T 16130 1640 16160 1680
412.3 : : : :
ol | ) 21 259229205071 3693 22 "m/z 95.10 32.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000 28.0 UM AR AR SR
16.20 16.40 16.60 16.80
950 1350 m/z 69.10 25.69%
----‘.-‘---‘ . .,\\,H,H N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.20 16.40 16.60 16.80
5000 m/z 81.10 21.27%
30 91.0 90 ’\/\(W/k%’
mz-> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine T
191.0 16.20 16.40 16.60 16.80
m/z 192.20 20.51%
136.0
18.0 650 1\0\40\ oy | )
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102117\
Data File : BF099736.D

Acq On : 21 Oct 2017 19:07

Operator : SJ/JU

Sample - 16034-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
unknown5.01 5.01 6.3 ng 157522 1 6.82 500123 20.0
unknown6 .59 6.59 59.8 ng 1496140 1 6.82 500123 20.0
Ethanol, 2-(2-eth... 6.68 116.4 ng 2911580 1 6.82 500123 20.0
1-Hexanol, 2-ethyl- 6.87 2.0 ng 50465 1 6.82 500123 20.0
-beta.-iso-Methyl... 16.55 20.0 ng 349617 6 15.50 349617 20.0
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