LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 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-BF013017.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 5.127 263 266 268 rBV 533333 759550 1.75% 0.715%
2 5.550 301 303 310 rVB 1646822 2567455 5.92% 2.416%
3 6.590 391 394 398 rBV 394884 1147703 2.65% 1.080%
4 6.716 402 405 413 rVB 2650918 4935818 11.39% 4 .645%
5 6.945 423 425 427 rBV 1249281 1124428 2.59% 1.058%

7.105 436 439 441 rBV 3715005 3792590 8.75% 3.569%
7.516 471 475 477 rBV 3111311 3574283 8.25% 3.364%
7.859 502 505 506 rBvV 630929 712889 1.65% 0.671%
7.893 506 508 513 rvv2 612084 1420462 3.28% 1.337%
8.145 525 530 535 rBv2 211359 543820 1.25% 0.512%

=
QO ~NO®

11 8.236 535 538 543 rvB 1559807 1521912 3.51% 1.432%
12 8.522 554 563 564 rBV3 8372958 43336686 100.00% 40.784%
13 8.625 568 572 575 rVB 7787982 16783229 38.73% 15.794%
14 9.322 630 633 635 rvv 5159569 5313805 12.26% 5.001%
15 9.996 690 692 695 rVvB 1790453 1619500 3.74% 1.524%

16 10.796 759 762 764 rVvVV 2603915 3178774 7.34% 2.991%
17 11.482 820 822 825 rBV 1128197 1459836 3.37% 1.374%
18 11.665 833 838 840 rBv2 271195 575287 1.33% 0.541%
19 13.071 958 961 964 rBV 3460974 5124046 11.82% 4.822%
20 13.539 1000 1002 1005 rVB 718496 741418 1.71% 0.698%

21 13.631 1008 1010 1012 rBV 2297975 2133723 4.92% 2.008%
22 13.848 1026 1029 1031 rBV 1311472 1145433 2.64% 1.078%

23 14.122 1049 1053 1056 rBV 1606209 1561510 3.60% 1.470%
24 15.597 1178 1182 1188 rVB 770600 1186136 2.74% 1.116%

Sum of corrected areas: 106260293
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.13 13.51 ng 759550 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 266 (5.127 min): BF092693.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
ot 480 500 520 540
83.1 : : - :
...,....,....,....',':...,..:.|,...6?-,0....,.'...,...:,|....,. m/z 59.10 60.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL L I
59.0 480 500 520 540
m/z 101.10 19.00%
ettt e e 300300
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 16.12%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R N
59.0 4.80 5.00 520 5.40
m/z 41.05 8.87%
5000
41.0
"'I""I'"H““"'“lk“§q9“lli""Zﬁq'l'gqpl""J""I' ISR AR RS SN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2 unknown6.72 Concentration Rank 3

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

6.72 87.79 ng 4935820 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 405 (6.716 min): BF092693.D (-402) (-) m/z 132.10 100.00%
130.1
5000 68.0
201 %L o1 | Tk ¢k 6k b
L o m/z 68.05 45_41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SRR LA SR
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 31.90%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.05 29.04%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.16%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| AR BRREE R
m/z--> 20 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 : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 Hexaethylene glycol dimethy... Concentration Rank 9

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

7.86 9.37 ng 712889 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 78
2 Methane. diethoxv- 104 C5H1202 000462-95-3 78
3 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 78
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 72

Abundance Scan 505 (7.859 min): BF092693.D (-502) (-) m/z 59.10 100.00%
59.1
5000
1081 7.60 7.80 8.00 8.20
....,...39,|'h...~ e | oase o w7z 4310 19.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122643: Hexaethylene glycol dimethyl ether
59.0
5000
7.60 7.80 8.00 8.20
410 103.0 m/z 103.10 17.96%
I ‘ ,83. ‘ 147.0 175.0 201.0221.0 265.0
m/z--> 25 45 60 80 160 150 150 160 180 200 220 250 2éo
Abundance
31.0 59.0
7.60 7.80 8.00 8.20
5000 m/z 41.05 14 .49%
103.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #70348: 2,5,8,11,14-Pentaoxapentadecane
59.0 7.60 7.80 8.00 8.20
m/z 45.10 13.54%
5000
31.0 103.0
A . 133.0 177.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 160 180 200 220 24'10 2('30 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 5 2-Butanol, 1-methoxy- Concentration Rank 6

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

7.89 18.67 ng 1420460 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 1-methoxv- 104 C5H1202 053778-73-7 59
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 59
3 2-Propanol., 1.1"-T(1-methvl-1.2-._._. 192 C9H2004 001638-16-0 53
4 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 53
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 50

Abundance Scan 508 (7.893 min): BF092693.D (-506) (-) m/z 59.10 100.00%
59.1
5000 45.1
1 103.1
- 7.60 7.80 8.00 8.20
..,....,....,....',!|...,...'.'i....7,.3.9.,...|.,.....|....?.1.?.1..1.3%.1.,....,....,...., m/z 45.10 39.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4652: 2-Butanol, 1-methoxy-
59.0
5000
310 450 7.60 7.80 8.00 8.20
75.0 m/z 41.10 35.21%
1500l Ll | 89.0 104.0
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
7.60 7.80 8.00 8.20
5000 m/z 43.10 22 .92%
310 450 103.0
15.0 75.0 89.0
L R RSN RAAR KRR RRARA RAARN RARAN RAREY RALAN LAY RARAS LA LN LA RN LD
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50889: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy... S e e e
59.0 7.60 7.80 8.00 8.20
m/z 103.10 20.67%
5000
310 450 103.0
180 | | . 730 seo | W30 161.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 6 Menthol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
814 7.15ng 543820  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mentho 156 CI0H200 001490-04-6 80

156 C10H200
156 C10H200
156 C10H200
156 C10H200

000089-78-1 80
015356-70-4 72
002216-51-5 72
015356-60-2 64

5-methvl-2-(1-meth. ..
3 Cyclohexanol. 5-methvl-2-(1-meth...
4 Cyclohexanol. 5-methvl-2-(1-meth. ..
5 Cyclohexanol, 5-methyl-2-(1-meth...

2 Cvclohexanol.

Abundance Scan 530 (8.145 min): BF092693.D (-525) (-) m/z 41.10 100.00%
41.1 57.0 71.0
5000
e e Emma
7.80 8.00 8.20 8.40
e m/z 71.05 99.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26904: Menthol
71.0 95.0
5000 55.0
41.0 1230 1259 7.80 8.00 820 8.40
’ 0
0.0 ‘ ‘ 109.0 m/z 57.05 90.51%
T YN O 1 O OO OO -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71.0
95.0 L e o Em
410 550 7.80 8.00 8.20 8.40
5000 m/z 81.10 82.18%
27.0 123.0 138.0
109.0
Wﬁmﬂmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27083: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
95.0 7.80 8.00 8.20 8.40
: m/z 55.05 76.85%
5000
41.0 5.0 123.0
29.0 ‘ 109.0 138.0
.}ﬁgpuﬂujuh.ﬁ”.n”anmqﬂwpnhuuphquﬂpnq””“m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Propane, 1,1-diethoxy- Concentration Rank 1

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

8.52 569.50 ng 43336700 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-diethoxyv- 132 C7H1602 004744-08-5 78
2 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 74
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
4 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 72
5 Dipropylene glycol 134 C6H1403 025265-71-8 64

Abundance Scan 563 (8.522 min): BF092693.D (-554) (-) m/z 59.10 100.00%

59.1
5000
103.1
41.1

820 840 860 880
86.0
| I ,|".|. el P22 18121462 1721 1912 1 Thzz 103.10 29.07%
m/z--> 20 60 80 100 120 140 160 180
Abundance #13954: Propane, 1,1-diethoxy-
59.0
87.0
5000 LI L L L L L L L BB |
29.0 103.0 8.20 8.40 8.60 8.80

m/z 41.10 20.44%

‘ 40 | 131.0
...,....,....,....,....,....,....,....,....,....,
m/z--> 20 60 80 100 120 140 160 180
Abundance
59.0

8.20 8.40 8.60 8.80
5000 41.0 m/z 45.10 18.94%

103.0
15.0 85.0 129.0 159.0174.0
e B i o L L e i B e e e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance :

#14599: 1-Propanol, 2-(2-hydroxypropoxy)- T T T
59.0 820 840 860 880

m/z 57.05 18.06%

5000
31.0 103.0
\‘ ‘\“ uly 75.0
LI B B L O L B L L |

m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 8 1-Phenoxypropan-2-ol Concentration Rank 2

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

8.62 220.56 ng 16783200 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenoxvpropan-2-ol 152 C9H1202 000770-35-4 95
2 1-Propanol. 3-phenoxv- 152 C9H1202 006180-61-6 81
3 7-Nonvnoic acid. methvl ester 168 C10H1602 020731-18-4 50
4 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 47
5 Benzene, (2-methylpropoxy)- 150 C10H140 001126-75-6 43

Abundance Scan 572 (8.625 min): BF092693.D (-568) (-) m/z 94.10 100.00%

94.1
5000 59.1
7.1 152.1

45.1 108.1 LA L L L L L B L
820 840 860 880 900

...,....|,|'.|.|.' ..||',...-|.,'.'I.?2~,1'.1.1.3.7-,1....,.... m/z 59.10 42.52%

m/z--> 20 40 60 80 100 120 140 160
Abundance #24780: 1-Phenoxypropan-2-ol
94.0

5000 e e e ERmme
820 840 860 880 900

77.0 108.0 152.0 m/z 77.10 25.65%

150 30 m\ 0 |1 | 1210 1370 |
,,, T e e
m/z--> 20 60 80 100 120 140 160
Abundance
94.0

8.20 8.40 8.60 8.80 9.00

o

5000 m/z 152.10 20.71%
310 45.0 77.0 108.0 152.0
59.0 121.0134.0
B B L  an a R
m/z--> 20 40 60 80 100 120 140 160
Abundance #34360: 7-Nonynoic acid, methyl ester e
94.0 820 840 860 880 900
m/z 45.10 17.77%
55.0 79.0
5000 270 41.0
109.0
14. .
m/z--> 20 40 60 80 100 120 140 160 820 840 860 880 900
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 9 Caffeine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.67 7.88 ng 575287 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 95
2 4-lodoimidazole 194 C3H3IN2 071759-89-2 47
3 3(2H)-Benzofuranone. 4.6-dimethoxv- 194 C10H1004 004225-35-8 47
4 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 47
5 1H-Benzimidazole, 2-phenyl- 194 C13H10NZ2 000716-79-0 43
Abundance Scan 838 (11.665 min): BF092693.D (-833) (-) m/z 194.10 100.00%
194.1
5000 109.1
55.1
82.1 2432 TTTTTTTT T TTTT T
||| 136.1 165.1 214.2 f 11.40 11.60 11.80 12.00
e prr bbb || M/z 109.10 39 86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52317: Caffeine
194.0
109.0
82.0 11.40 11.60 11.80 12.00
m/z 55.10 27.27%
150 \‘ 1l I, | 187.0 165.0 ‘
! | il lly \ | Il
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 250 2éo
Abundance
194.0
11,40 11,60 11.80 12.00
5000 m/z 67.00 21.01%
67.0 127.0
41.0 97.0 167.0
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #51447: 3(2H)-Benzofuranone, 4,6-dimethoxy- BRI
194.0 11.40 11.60 11.80 12.00
m/z 82.10 17.15%
5000
165.0
1060 41359
| |
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 250 2éo 11'40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 10 Ethanol, 2-butoxy-, phospha... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.63 27.33 ng 2133720 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 83

2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 47
3 2.5-Hexanediol 118 C6H1402 002935-44-6 38
4 Di-sec-butvl ether 130 C8H180 006863-58-7 27
5 Butane, 1,1"-[ethylidenebis(oxy)... 174 C1l0H2202 000871-22-7 27
Abundance Scan 1010 (13.631 min): BF092693.D (-1008) (-) m/z 57.10 100.00%
51.1
5000 J 1950
1991 LONLINLUNL I U I L L I L L B B L B
155.1
2551 299.2 13.40 13.60 13.80 14.00
0 ,14," '.-,..-..|,..-1..,'....5....3?5;2...,. m/z 45.05 73.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155887: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000
00.0 199.0 13.40 13.60 13.80 14.00
153.0 ' 293.0 m/z 56.10 66.78%
255.0
180 /N . .‘“- P S o L =T
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
"' 1340 13.60 13.80 14.00
m/z 85.10 45 _37%
5000 99.0 0
26.0
UL L | }?gql"' L UL SR UL SR B
m/z--> 50 100 150 200 250 300 350 400
Abundance #8534: 2,5-Hexanediol T T T
45.0 13.40 13.60 13.80 14.00
m/z 125.00 35.65%
5000
85.0
1§¥M MI '“ 'M }%5}1 UULRELELELAY DAL UL UL SRR B RIS UL SN SRR B
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092693.D

Aca On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 11 3-Pyrrolidinecarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.85 14.67 ng 1145430 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvrrolidinecarboxvlic acid. 1-... 284 C15H28N203 1000196-95-3 53
2 Hexanoic acid. 2-ethvl-. oxvbis(... 446 C24H4607 018268-70-7 40
3 2.4-Difluorophenvl isothiocvanate 171 C7H3F2NS 141106-52-7 35
4 4-Fluoro-5-amino veratrole 171 C8H10FNO2 000397-75-1 32
5 1,3,5-Triazaspiro[4.4]]nonane-2-... 171 C7H13N3S 1000277-58-6 27
Abundance . Scan 1029 (13.848 min): BF092693.D (-1026) (-) m/z 57.10 100.00%
511 171.2
5000 127.1
99.0
13.60 13.80 14.00 14.20
,....,|-|:|..|,.."3?,9...;...||'.,.':..,1.“?1..1,..'.'.,1.??.2}.?1.“.1...224?.2].,..??,1..1 m/z 171.20 82.41%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108556: 3-Pyrrolidinecarboxylic acid, 1-methyl-4-ethyl-2-...
510 171.0
5000 LR SN SURUR S
121.0 13.60 13.80 14.00 14.20
9.0 227.0 m/z 127.10 42 .80%
| H ‘ 98.0 1490 | 1990 2550
mz-> 20 45 éo 80 160 150 140 160 180 200 220 240 260 280
Abundance
171.0
57.0 1360 13.80 14.00 14.20
5000 127.0 m/z 99.05 31.56%
99.0
79.0 149.0 200.0
mﬂﬁﬁmﬁwﬁm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36985: 2,4-Difluorophenyl isothiocyanate R ERREEEE e n
171.0 13.60 13.80 14.00 14.20
m/z 43.10 19.61%
5000
63.0 113.0 139.0
3%0 ‘ 8?0 ‘ | \
w bl ol Lo I | |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF013117\
Data File : BF092693.D

Acq On : 31 Jan 2017 20:52

Operator : SJ/MA

Sample : 11594-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 13.5 ng 759550 1 6.94 1124430 20.0
unknown6 .72 6.72 87.8 ng 4935820 1 6.94 1124430 20.0
Hexaethylene glyc... 7.86 9.4 ng 712889 2 8.24 1521910 20.0
2-Butanol, 1l-meth... 7.89 18.7 ng 1420460 2 8.24 1521910 20.0
Menthol 8.14 7.2 ng 543820 2 8.24 1521910 20.0
Propane, 1,l1-diet... 8.52 569.5 ng 43336700 2 8.24 1521910 20.0
1-Phenoxypropan-2-ol 8.62 220.6 ng 16783200 2 8.24 1521910 20.0
Caffeine 11.67 7.9 ng 575287 4 11.48 1459840 20.0
Ethanol, 2-butoxy... 13.63 27.3 ng 2133720 5 14.12 1561510 20.0
3-Pyrrolidinecarb... 13.85 14.7 ng 1145430 5 14.12 1561510 20.0
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