LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample : 16388-09

Misc :

ALS Vial : 23 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 4_.522 410 414 421 rVB 39501 46699 1.56% 0.167%
2 5.134 513 518 526 rVB 439625 540516 18.04% 1.928%
3 5.522 579 584 587 rBY 2888540 2880439 96.14% 10.276%
4 6.528 749 755 758 rBY 2837144 2939853 98.12% 10.488%
5 6.669 775 779 783 rBVY 2813720 2864201 95.59% 10.218%
6 6.904 815 819 822 rBY 1176064 976157 32.58% 3.482%
7 7.057 841 845 849 rBVY 2464578 2226658 74.32% 7.943%
8 7.169 857 864 869 rVvB4 13385 32085 1.07% 0.114%
9 7.463 909 914 917 rBVY 1972016 1751545 58.46% 6.248%
10 8.186 1033 1037 1040 rVvB 1351051 1218766 40.68% 4.348%

11 8.733 1127 1130 1134 rBV 125774 106473 3.55% 0.380%
12 9.257 1215 1219 1222 rBV 3361340 2996233 100.00% 10.689%
13 9.645 1282 1285 1293 rBV 220417 206247 6.88% 0.736%
14 9.939 1331 1335 1346 rVB 1382515 1181123 39.42% 4.214%
15 10.651 1452 1456 1459 rBV 309302 257440 8.59% 0.918%

16 10.727 1464 1469 1472 rBV 1493329 1415298 47.24% 5.049%
17 11.427 1584 1588 1591 rBV 1082441 1006209 33.58% 3.590%
18 11.939 1671 1675 1681 rBV 278667 267337 8.92% 0.954%
19 12.633 1790 1793 1794 rBV2 55697 51001 1.70% 0.182%
20 12.727 1805 1809 1817 rBV 247798 273598 9.13% 0.976%

21 12.886 1830 1836 1849 rVB 570749 829812 27.70% 2.960%
22 13.010 1853 1857 1860 rBV 2402422 2146945 71.65% 7.659%
23 13.468 1930 1935 1942 rBV3 44744 80772 2.70% 0.288%
24 13.892 2005 2007 2011 rBV 121419 123315 4.12% 0.440%
25 14.062 2032 2036 2040 rBV 1043775 907613 30.29% 3.238%

26 15.545 2284 2288 2297 rVB 523673 705403 23.54% 2.516%

Sum of corrected areas: 28031738
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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\BF111017\

BF100403.D

10 Nov 2017 20:44

SJ/Ju

16388-09

23 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 11.07 ng 540516 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 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF100403.D (-513) (-) m/z 43.00 100.00%
43.0
59.1
5000
| 650 1°|“ 480 500 520 540
S 1SS NS A DS S m/z 59.10 54.45%
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 UL UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 15.91%
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
59.0
480 500 520 540
5000 41.0 m/z 58.00 14.63%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L B B N L |
43.0 480 5.00 5.20 5.40
m/z 41.10 8.90%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
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\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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 unknown6.67 Concentration Rank 1

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

6.67 58.68 ng 2864200 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF100403.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 %1 "ok k0 6ko 760
01 : e B m/z 68.10 41 .52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.77%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 27 .28%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R AR RamE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.66%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R e RAREE T S
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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 4 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 4_.36 ng 257440 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzovl bromide 184 C7H5BroO 000618-32-6 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 1456 (10.651 min): BF100403.D (-1452) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 ,,,,,,,,,L,,“,,,,,,
152.1 10.40 10.60 10.80 11.00
Ol SL 1260 m/z 77.00 59.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000
182.0 10.40 10.60 10.80 11.00
51.0 m/z 182.10 56.58%
27.0 | L 910 | 1260 1520 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10,40 1060 10.80 11.00
5000 m/z 51.00 23.43%
51.0
o140 370 91.0 1250 1540
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile e R R T
105.0 10.40 10.60 10.80 11.00
m/z 181.10 8.85%
77.0
5000
51.0
o 370 || L 910 | 1280 1540 1840
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 5.31 ng 267337 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Lactose 342 C12H22011 000063-42-3 38
Abundance Scan 1675 (11.939 min): BF100403.D (-1671) (-) m/z 73.00 100.00%
430 730
5000 129.1
97.1 213.2 R AR
JJ 157.1 1851 256.2 1160 1180 12.00 12.20
O el m/z 43.05 98.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 “”VT“T*TT"T7J- SRSUNVBER
83.0 nmumnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  89.54%
A
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 78.14%
171.0
97.0
150 1500 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R T T T T T
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.00 73.98%
5000 129.0
Lol 4L N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.73 5.44 ng 273598 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 1809 (12.727 min): BF100403.D (-1805) (-) m/z 43.05 100.00%

430 730

5000

129.1

-

12.40 12.60 12.80 13.00

o] m/z 72.95 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
12.40 12.60 12.80 13.00
m/z 57.05 84.01%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R R o o e A
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 82.91%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T PR T T PR
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.00 67.33%
5000 1290
185.0 228.0
97.0
d de AL A 157.0 e M
0,.”..quﬂ .”.J‘M,”.whn..Hh R R e R SRR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.89 18.29 ng 829812 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 52
3 2.5-bis(Trimethvisilv)thiophene 228 C10H20SSi2 017906-71-7 50
4 2-Bromo-7-(methvlamino)tropone 213 C8H8BrNO 103539-25-9 47
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 45

m/z 213.10 100.00%

|

12. 60 12. 80 13. 00 13 20

Abundance Scan 1837 (12.892 min): BF100403.D (-1830) (-)
218.1
5000
119.0
390 650 910 | 15211691 1951 | 2400
e N S AT Sl NI & LG
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance

#84556: Phenol, 4,4'-(1-methylethylidene)bis-

213.0

m/z 119.00 17.69%

|

12. 60 12. 80 13. 00 13 20

m/z 228.10 16.99%

|

12.60 12. 80 13. 00 13.20

5000
119.0
65.0 910 ‘ 165.0 ‘
O T o e e T o o i et ma
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213.0
5000
185.0
28,0 510 69.0 920 1280 1570 230.0
L B e
m/z-> 20 40 60 80 100 120 140 160 180 200 220

Abundance

5000

99.0

#83860: 2,5-bis(Trimethylsilyl)thiophene

163 0 183 0

m/z 214.05 15.36%

Iy

213.0

12. 60 12. 80 13. 00 13 20

h 230 0

m/z--> 20 40 60 80

100

o A N M

120

140 160

180 200 220

.

m/z 91.00 7.86%

12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100403.D

Aca On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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 8 Trifluoroacetoxy hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.72 ng 123315 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 81
5 1-Heneicosanol 312 C21H440 015594-90-8 81
Abundance Scan 2007 (13.892 min): BF100403.D (-2005) (-) m/z 55.05 100.00%
530 83.0
5000
18201820 2250 a0 5150 1980 14100 1450
Oty : m/z 57.05 99.71%
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 LRI S UL SULRLE UL
13.60 13.80 14.00 14.20
29.0 125.0 m/z 43.10 98.80%
0 d b NW\‘H@“ 196.0224.0  269.0 320.0
m/z--> 50 150 200 250 300
Abundance
430 oap
13,60 13.80 14.00 14.20
5000 m/z 69.05 87.03%
111.0
139.0168.0196.0  241.0
O e e e e
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R REREEmEm s
51.0 g3 13.60 13.80 14.00 14.20
m/z 83.05 86.02%
5000 111.0
280 " 196.0
0 ‘“@?ﬁ,”%@,”,wlgm e e S
m/z--> 50 100 150 200 250 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\
Data File : BF100403.D

Acq On : 10 Nov 2017 20:44

Operator : SJ/JU

Sample - 16388-09

Misc :

ALS Vial : 23 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]
2-Pentanone, 4-hy... 5.13 11.1 ng 540516 1 6.90 976157 20.0
unknown6 .67 6.67 58.7 ng 2864200 1 6.90 976157 20.0
Benzophenone 10.65 4.4 ng 257440 3 9.94 1181120 20.0
n-Hexadecanoic acid 11.94 5.3 ng 267337 4 11.43 1006210 20.0
Octadecanoic acid 12.73 5.4 ng 273598 4 11.43 1006210 20.0
Phenol, 4,4"-(1-m... 12.89 18.3 ng 829812 5 14.06 907613 20.0
Trifluoroacetoxy ... 13.89 2.7 ng 123315 5 14.06 907613 20.0
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