LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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 5.122 512 516 525 rBV 193408 241974 15.96% 1.804%
2 5.510 577 582 585 rBVY 1424849 1440035 94.98% 10.734%
3 6.516 748 753 762 rBB 1455800 1515522 99.95% 11.296%
4 6.663 773 778 781 rBVY 1658849 1516219 100.00% 11.301%
5 6.892 814 817 820 rVB 607166 457893 30.20% 3.413%

7.051 839 844 847 rVB 1265014 1141536 75.29% 8.509%
7.451 907 912 915 rBV 952990 879963 58.04% 6.559%
8.175 1031 1035 1038 rVB 708153 572996 37.79% 4.271%
8.722 1125 1128 1132 rVB 117196 98353 6.49% 0.733%
9.245 1212 1217 1220 rBV 1741062 1450396 95.66% 10.811%

=
QO ~NO®

11 9.639 1279 1284 1287 rBV 220184 189942 12.53% 1.416%
12 9.927 1330 1333 1337 rBvV 673787 543849 35.87% 4.054%
13 10.639 1450 1454 1457 rBV 366874 278387 18.36% 2.075%
14 10.716 1463 1467 1470 rVB 900062 722362 47 .64% 5.384%
15 11.416 1582 1586 1589 rVB 547100 450280 29.70% 3.356%

16 11.927 1669 1673 1679 rBV 33994 29895 1.97% 0.223%
17 12.998 1851 1855 1858 rBV 1083470 940577 62.03% 7.011%
18 13.880 2000 2005 2013 rBV 134617 139252 9.18% 1.038%
19 14.051 2030 2034 2038 rBV 519806 438226 28.90% 3.266%
20 14.815 2161 2164 2169 rVB3 13187 17315 1.14% 0.129%

21 14.898 2174 2178 2182 rVB 23107 26780 1.77% 0.200%
22 15.533 2280 2286 2292 rBV 242013 324438 21.40% 2.418%

Sum of corrected areas: 13416190
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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

Abundance TIC: BF100519.D

1500000 5.51 6.52
7.05

1000000 7.45

6.89
500000

5.12

e |

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100519.D

1500000

13.00
1000000 10.72
8. 17 9.93

11.42
500000

9.64
11.93

A
LN B I B B S B B S R B S R B B R S N B S R B R N B S

L :
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF100519.D

1500000

1000000

14.05
500000

15.53

13.88
1418290
T LR BRI e e e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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 3

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

5.12 10.57 ng 241974 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 516 (5.122 min): BF100519.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 480 500 520 540
83.0 : : :
0.”,.”.,.”.,”.JHH.?ﬁQ4h...W..”,u.”,.”.J”..,. m/z 59.10 59.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SRS LR LR

480 5.00 5.20 5.40
59.0 m/z 101.10 19.24%

101.0
0 20 | 510 | e #0g10 0
T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
O e AR
570 4.80 500 5.20 5.40
5000 m/z 58.00 14 .10%
20.0 101.0
15.0 73.0 83.0
| MRSRRSRANSSIEN FSER  FONERR | MM C LA RN EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- R A EARRREEEE ST
59.0 480 5.00 520 5.40
m/z 41.10 10.74%
5000 41.0
31.0
69.0 87.0
150 | 11| svop||| ‘ 98.0
ol L SRRSERESESHRMNEST B VSRS | B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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 unknown6.66 Concentration Rank 1

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

6.66 66.23 ng 1516220 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 778 (6.663 min): BF100519.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 540 °1 ek oko 6o 7ho
0 : B E e m/z 68.10 37.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS R S UL L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.54%
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
640 660 6.80 7.00
5000 67.0 m/z 66.00 23.97%
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-propiony! R e e EEERE R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.33%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| AR EE RS
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\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.72 3.43 ng 98353 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Ethane. 1.l1-dimethoxyv- 90 C4H1002 000534-15-6 9
4 Propionic acid. 2-isopropoxy-. m... 146 C7H1403 1000151-15-1 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1128 (8.722 min): BF100519.D (-1125) (-) m/z 59.10 100.00%
59.1
5000
77.0 105.0
480 | 840 8.60 8.80 9.00
| S .-,'|. 1 el SEL L A200  m/z 105.00 27.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 S AREAR SRS AR R
8.40 860 880 9.00
43.0 77.0 105.0 m/z 77.00 26.83%
0 290 | | | M 91.0 M 121.0 1490
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 8.80 9.00
5000 m/z 43.00 17.60%
75.0 105.0
43.0
o 121.0  149.0 165.0180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2310: Ethane, 1,1-dimethoxy-
59.0 8.40 860 8.80 9.00
m/z 51.00 16.78%
5000
75.0
31.0
0 15‘0 m‘ ‘ 4%*0 I 89.0 A
m/z--> 20 40 60 80 100 120 140 160 180 840 860 880 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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.
10.64 10.24 ng 278387 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
3 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
4 Vinvl benzoate 148 C9H802 000769-78-8 47
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1454 (10.639 min): BF100519.D (-1450) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 N | G
160 1521 10.40 10.60 10.80 11.00
bl A TR e el m/z 182.10 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 LR UL SULLILN UL SRR
182.0 10,40 10,60 10.80 11.00
510 m/z 77.00 58.47%
o 27.0 | b | 126.0 1520
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
770 10,40 10,60 10.80 11.00
5000 m/z 51.00 23.82%
51.0
0 28.0 134.0 165.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59701: Benzoic acid, phenyl ester B N mmaa
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.38%
5000 77.0
51.0
m/z--> 2'0 0 60 8|O 100 120 14'10 160 180 2(')0 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\BF111317\
Data File : BF100519.D

Aca On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample : 16389-03

Misc :

ALS Vial : 25 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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.36 ng 139252 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2005 (13.880 min): BF100519.D (-2000) (-) m/z 57.10 100.00%
5
97.1
5000
SRR SN SR B
39.1 281.1 13.60 13.80 14.00 14.20
ol th b, 2000 et m/z 43.10 94.14%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 SR AR SN SR B
13.60 13.80 14.00 14.20
m/z 55.05 91.85%
26.0
D20 ||| 289 emosmozso 200 w00
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 SR AR SN SR SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 84 .80%
169.0
L 270 126.0 199.0 241.0 392.0
m/z--> 55 160 1éo 200 250 360 3éo '
Abundance #155046: 1-Heneicosanol
550 oo 4 13.60 13.80 14.00 14.20
: m/z 97.10 78.02%
5000
RECLEN I‘ ‘ | | 130 1890 5240 2660
m/z--> 55 100 150 200 250 360 3éo ' 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\BF111317\
Data File : BF100519.D

Acq On : 13 Nov 2017 23:08

Operator : SJ/JU

Sample - 16389-03

Misc :

ALS Vial : 25 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... 5.12 10.6 ng 241974 1 6.89 457893 20.0
unknown6 .66 6.66 66.2 ng 1516220 1 6.89 457893 20.0
2-Hydroxy-iso-but. .. 8.72 3.4 ng 98353 2 8.17 572996 20.0
Benzophenone 10.64 10.2 ng 278387 3 9.93 543849 20.0
Trifluoroacetoxy ... 13.88 6.4 ng 139252 5 14.05 438226 20.0
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