LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 3.622 256 261 265 rvVB 34133 52419 1.14% 0.168%
2 4.904 475 479 489 rBvV 53912 72075 1.57% 0.231%
3 5.322 546 550 562 rBV 2402199 2322677 50.68% 7.440%
4 6.351 722 725 743 rBV 1485874 1583146 34.54% 5.071%
5 6.487 743 748 751 rBV 3900907 3762036 82.09% 12.051%

6 6.710 783 786 793 rBV 1190164 1010410 22.05% 3.237%
7 6.869 809 813 816 rBV 3853132 3520701 76.82% 11.277%
8 7.287 879 884 887 rBV 2670287 2900799 63.30% 9.292%
9 7.457 910 913 915 rVB 70391 54657 1.19% 0.175%
10 7.992 1001 1004 1010 rBV 1408424 1316151 28.72% 4.216%
11 9.075 1183 1188 1191 rBV 4790010 4582920 100.00% 14.680%
12 9.463 1251 1254 1263 rVB 81199 80922 1.77% 0.259%
13 9.745 1298 1302 1312 rVB 1424177 1349335 29.44% 4.322%
14 10.175 1372 1375 1378 rVB2 61222 52008 1.13% 0.167%

15 10.539 1433 1437 1448 rBV 2155247 2223850 48.52% 7.123%

16 10.645 1452 1455 1464 rVB3 66657 110710 2.42% 0.355%
17 11.092 1527 1531 1541 rVB7 33654 61201 1.34% 0.196%
18 11.233 1551 1555 1561 rBV 1174237 1028322 22.44% 3.294%
19 12.633 1790 1793 1797 rBV 205756 177570 3.87% 0.569%
20 12.822 1820 1825 1828 rBV 3058386 3043735 66.41% 9.750%

21 13.339 1910 1913 1917 rBV 161561 132692 2.90% 0.425%
22 13.710 1973 1976 1981 rBV 132139 137997 3.01% 0.442%

23 13.874 2000 2004 2010 rBV 840716 874867 19.09% 2.802%
24 15.298 2242 2246 2256 rVB 613170 767692 16.75% 2.459%

Sum of corrected areas: 31218892
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF012718\

BF102553.D

28 Jan 2018 11:31

SJ/JuU

J1321-07

41 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012218 .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 : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 1

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

6.49 74.47 ng 3762040 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 749 (6.493 min): BF102553.D (-743) (-) m/z 132.00 100.00%
5000
68
% J 620 640 6.60 6.80
40 54 : : : :
eSS Ao 27 Tm/z 134.00  34.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS AR L
6.20 6.40 6.60 6.80
31 51 ‘ m/z 68.10 30.45%
‘ 1 H | 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.39%
41 97
53
79 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole A R a e
132 6.20 6.40 6.60 6.80
m/z 96.10 11.99%
5000
104
66
14 27 39 51 7 77 g9 | 115 “
m/z--> 20 40 60 80 100 120 140 160 180 200 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.15 ng 110710 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 74
2 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 64
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
5 Heneicosane 296 C21H44 000629-94-7 50
Abundance Scan 1456 (10.651 min): BF102553.D (-1452) (-) m/z 91.05 100.00%
Ji
57
5000
4 155 185 ERA AN BN BN B
| } 121 439 10.40 10.60 10.80 11.00
..wnnmhwﬂmﬂk.ﬂmmﬁnu.nu””; m/z 57.00 53.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57
5000 L UL B U B
85 mmmmmmum
4 m/z 43.05 34.72%
T O .-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
" 1040 10.60 10.80 11.00
5000 85 m/z 71.05 33.69%
41
183
113159 155 310
mmrmﬁmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48865: Undecane, 2,9-dimethyl- T T T T T
57 10.40 10.60 10.80 11.00
m/z 64.95 25.60%
5000
4 85
‘ ) | 113 139™° 184
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 2('30 280 3(')0 10.'40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.63 4_.06 ng 177570 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 60
3 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 37
4 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 32
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 1792 (12.627 min): BF102553.D (-1790) (-) m/z 56.00 100.00%
56
- #
3 h “| 157 177100 213 23927 12.40 12.60 12.80 13.00
-n|nn'|n- ....WMM%WW m/z 57 .05 54 _46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LRI UL SULRURN S B
1240 12.60 12.80 13.00
29 1 pa0 257 m/z 41.00 38.09%
ol e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
' 12.40 12,60 12:80 13.00
5000 m/z 43.05 36.38%
29 73
7113 157 185 213 239257 L4 3
mmﬁm‘mmwﬁwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22106: 1,3-Hexanediol, 2-ethyl- LA L UL B B
56 12.40 12.60 12.80 13.00
m/z 55.00 32.81%
5000
73
‘ 103 W‘”AJW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid, butyl ester Concentration Rank 5

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

13.34 3.03 ng 132692 Chrysene-d12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93

2 Butyl myristate 284 C18H3602 000110-36-1 59

3 2,2-Dimethyloctadecane 282 C20H42 1000360-43-2 43

4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 43

5 Oxirane, 2,3-bis(1-methylethyl)-_.. 128 C8H160 054644-32-5 37
Abundance Scan 1913 (13.339 min): BF102553.D (-1910) (-) m/z 56.00 100.00%

56
5000
73 129 JLM_/\M

97 267 285
3 113 | 145 167 185002 223241 240 13.00 13.20 13.40 13.60
--||-n !-1@%%%%%%# m/z 57.05 54 .18%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #177148: Octadecanoic acid, butyl ester
5000 285 LA L L L L B |
340 13.00 13.20 13.40 13.60
73 129 267 m/z 43.00 41.37%
241
39 1l IS Wous | asses s M| an
EaAns S RCEE e A aana s e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
e o A REREE R
13.00 13.20 13.40 13.60
5000 m/z 41.10 34.02%
229
73 211
101 129 185 284
39 157 255
mmmmmwmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129504: 2,2-Dimethyloctadecane e o A REREE R
57 13.00 13.20 13.40 13.60
m/z 55.00 32.19%
5000
4 85
| | 4 ° 111127 155 183 224 267
EBAAE B e A Ra e s B B R ABEaEREEEE

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13. 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.71 3.15 ng 137997 Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87

Abundance Scan 1976 (13.710 min): BF102553.D (-1973) (-) m/z 57.05 100.00%
g7
5000
111
BRI BN U
AL S S s | m/z 55.10 73.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 SR SR UM S S
111 13.40 13.60 13.80 14.00
- ‘ m/z 43.05 72 .80%
169 238
i \ L | \1%9‘,‘,,2%()@, s
m/z--> 0 50 200 250 300 350 400 450
Abundance
43
13.40 13.60 13.80 14.00
5000 83 m/z 83.05 69.07%
111
139167196224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #175127: Trifluoroacetoxy hexadecane A e  EEERE T
57 13.40 13.60 13.80 14.00
97 m/z 97.10 59.92%
5000
29 125
‘ ||| 154 196224 269 3pp

m/z--> 0 50 100 150 200 250 300 350 400 450 13. 40 13. 60 13 80 14. OO

8270-BF012218.M Mon Jan 29 13:59:11 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102553.D

Acq On : 28 Jan 2018 11:31

Operator : SJ/JU

Sample - J1321-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
unknown6 .49 6.49 74.5 ng 3762040 1 6.71 1010410 20.0
Tridecane 10.65 2.1 ng 110710 4 11.23 1028320 20.0
Hexadecanoic acid... 12.63 4.1 ng 177570 5 13.87 874867 20.0
Octadecanoic acid... 13.34 3.0 ng 132692 5 13.87 874867 20.0
Heptadecyl heptaf... 13.71 3.1 ng 137997 5 13.87 874867 20.0
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