LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098547.D

Aca On : 15 Sep 2017 00:14

Operator : SJ/JU

Sample : 15161-17

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-BF091117.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 3.552 243 249 258 rBV 55384 90082 2.03% 0.239%
2 4.834 463 467 482 rBV 417511 698275 15.73% 1.856%
3 5.263 535 540 560 rBY 3899145 4258795 95.94% 11.322%
4 6.304 712 717 733 rBVY 3561456 4429807 99.79% 11.777%
5 6.422 733 737 740 rBVY 4507811 4263143 96.03% 11.334%
6 6.645 772 775 781 rBVY 1077686 916856 20.65% 2.438%
7 6.804 798 802 805 rBVY 3656429 3196284 72.00% 8.498%
8 7.222 868 873 876 rBY 2797978 2710263 61.05% 7.205%
9 7.928 988 993 997 rBVY 1311625 1258804 28.36% 3.347%
10 9.010 1172 1177 1180 rBV 4952489 4439225 100.00% 11.802%

11 9.404 1240 1244 1248 rBV 603519 467253 10.53% 1.242%
12 9.681 1287 1291 1295 rBV 1491630 1227754 27.66% 3.264%
13 10.469 1421 1425 1435 rBV 2063816 2031416 45.76% 5.401%
14 10.539 1435 1437 1443 rVV 59047 80774 1.82% 0.215%
15 10.586 1443 1445 1453 rVB 55695 87670 1.97% 0.233%

16 11.163 1539 1543 1545 rBV 1200088 1032109 23.25% 2.744%
17 11.186 1545 1547 1551 rVB 127921 114188 2.57% 0.304%
18 12.369 1745 1748 1751 rVB 214537 185236 4_.17% 0.492%
19 12.569 1779 1782 1785 rBV3 140410 153274 3.45% 0.407%
20 12.598 1785 1787 1790 rVvVv 189104 158342 3.57% 0.421%

21 12.645 1790 1795 1803 rVB3 69531 148423 3.34% 0.395%
22 12.745 1808 1812 1815 rBV 3234794 2900901 65.35% 7.712%
23 13.274 1899 1902 1905 rBV 86880 72946 1.64% 0.194%
24 13.645 1962 1965 1973 rVB2 164181 202711 4._.57% 0.539%
25 13.792 1986 1990 1993 rBV 878961 931473 20.98% 2.476%

26 14.268 2069 2071 2075 rBV3 77105 82514 1.86% 0.219%
27 14.804 2159 2162 2168 rVB 117193 188348 4.24% 0.501%
28 14.868 2171 2173 2175 rVB 98753 80759 1.82% 0.215%

29 15.133 2215 2218 2224 rVB 127260 171725 3.87% 0.457%
30 15.192 2224 2228 2236 rBV 715422 915576 20.62% 2.434%

31 15.604 2295 2298 2302 rVB 94088 119068 2.68% 0.317%

Sum of corrected areas: 37613994
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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\HPCHEM1\BNA F\DATA\BF091417\
BF098547.D

15 Sep 2017 00:14

SJ/Ju

15161-17

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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\BF091417\
Data File : BF098547.D

Aca On : 15 Sep 2017 00:14

Operator : SJ/JU

Sample : 15161-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
483 15.23ng 698275  1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64

2 3-Hexanol .

4-methvl- 116 C7H160

3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

4 2-Hexanol.

2-methvl- 116 C7H160

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000615-29-2 33
017348-59-3 33
000625-23-0 28
001116-98-9 25

Abundance Scan 466 (4.828 min): BF098547.D (-463) (-)
43.0
59.0
5000
101.0
L 69.0 83.0 )
(O B o e e B o B e L B o o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0
15.0 101.0
31.0
0 ‘ 1 | Ly 83.0 . ‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
5000 41.0
31.0
69.0 87.0
15.0 50.0 98.0
(O L o e L O AL AL I e o o e B o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
A I o B B L S o o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110

m/z 43.00 100.00%

L

4.40 4.60 4.80 5.00 5.20

m/z 59.00 60.53%

|

4.40 4.60 4.80 5.00 5.20

m/z 101.00 17.92%

|

4.40 4.60 4.80 5.00 5.20

m/z 58.00 16.58%

f&
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m/z 41.00 8.95%

e
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8270-BF091117.M Fri Sep 15 12:24:43 2017

Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098547.D

Aca On : 15 Sep 2017 00:14

Operator : SJ/JU

Sample : 15161-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 1

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

6.42 92.99 ng 4263140 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 737 (6.422 min): BF098547.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 REBESREABERARBENARPENAR
40.0 54.0 810 1149 J 6.00 6.20 6.40 6.60 6.80
0 Lt O B B e m/z 68.00 43.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I UL UL RN I
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.24%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.00 29.26%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! RS e e e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 17.17%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098547.D

Aca On : 15 Sep 2017 00:14

Operator : SJ/JU

Sample : 15161-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tetracosyl heptafluorobutyrate Concentration Rank 4

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

13.65 4.35 ng 202711 Chrysene-di12 13.80

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 90

2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 90

3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 87

4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87

5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 87
Abundance Scan 1966 (13.651 min): BF098547.D (-1962) (-) m/z 57.00 100.00%

5%.0
5000 230.1

M 2779 326.2 13.40 13.60 13.80 14.00
Oyt m/z 43.00 74 .95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
97.0
5000 LA L B L L L LB
13.40 13.60 13.80 14.00
m/z 83.00 46.92%
39.0
ot L P s ozo swommo s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
B B
97.0 13.40 13.60 13.80 14.00
5000 m/z 69.00 41.73%
0 139'0181 0222.0264.0 322 0 367.0 418.0
e e R A M
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester R EmEEs e
57.0 13.40 13.60 13.80 14.00
m/z 55.00 41.19%
5000
7.0 255.0
ol s oo®R0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098547.D

Aca On : 15 Sep 2017 00:14

Operator : SJ/JU

Sample : 15161-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.60 ng 119068 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 80
2 Pentadecane 212 C15H32 000629-62-9 80
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
4 Octadecane 254 C18H38 000593-45-3 78
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 2297 (15.598 min): BF098547.D (-2295) (-) m/z 57.00 100.00%
57.0
5000
13.1 207.1 269.2 328.0 15.20 15.40 15.60 15.80 16.00
O e b b ARl b st S m/z 71.00 62.10%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 AR AR BN B B
mmmmmmmmmm
m/z 43.05 53.21%
ok h 1l }f ‘0‘1‘69 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> o 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
15,20 15.40 15.60 15.80 16.00
5000 m/z 85.00 47 .52%
113.0 212.0
oy pre e e
m/z--> 6 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #117646: Octadecane, 2-methyl- e o
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.00 27 .22%
5000
. 13916902250
m/z--> c') 5'0 100 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 15. 20 15. 40 15 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098547.D

Acq On : 15 Sep 2017 00:14

Operator : SJ/JU

Sample - 15161-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.83 15.2 ng 698275 1 6.65 916856 20.0
unknown6 .42 6.42 93.0 ng 4263140 1 6.65 916856 20.0
Tetracosyl heptaf... 13.65 4.3 ng 202711 5 13.80 931473 20.0
Tetratetracontane 15.60 2.6 ng 119068 6 15.19 915576 20.0
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