LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 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-BF121417.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 2.428 54 58 73 rvB2 34639 83441 1.81% 0.226%
2 5.022 495 499 516 rBV 198667 409923 8.89% 1.110%
3 5.416 562 566 595 rBY 3191867 4575802 99.25% 12.392%
4 6.440 735 740 756 rBVY 3456351 4610213 100.00% 12.485%
5 6.563 756 761 778 rVB 3724732 4170620 90.46% 11.295%
6 6.781 795 798 807 rBV 951765 964904 20.93% 2.613%
7 6.939 821 825 851 rVB 3227985 3371825 73.14% 9.131%
8 7.357 892 896 917 rBVY 2457812 2912014 63.16% 7 .886%
9 8.063 1013 1016 1037 rBvV 1099558 1245321 27.01% 3.373%
10 9.139 1195 1199 1202 rBV 4165316 4031339 87.44% 10.918%
11 9.204 1207 1210 1214 rVB 106187 88311 1.92% 0.239%

12 9.533 1259 1266 1272 rBV 308210 383973 8.33% 1.040%
13 9.733 1296 1300 1304 rBV 232325 174913 3.79% 0.474%
14 9.822 1311 1315 1321 rBV 1256923 1177241 25.54% 3.188%
15 10.233 1382 1385 1388 rVB 235514 176123 3.82% 0.477%

16 10.451 1417 1422 1424 rBV 56882 66544 1.44% 0.180%
17 10.622 1447 1451 1462 rBV 2003958 2211086 47.96% 5.988%
18 10.704 1462 1465 1474 rVB 177335 181020 3.93% 0.490%
19 11.316 1565 1569 1579 rBV 1075383 1051348 22.80% 2.847%
20 11.827 1653 1656 1660 rBV 54554 67071 1.45% 0.182%

21 12.692 1800 1803 1809 rBV 59029 54263 1.18% 0.147%
22 12.898 1833 1838 1841 rBV 2688682 2784826 60.41% 7.542%
23 13.774 1983 1987 1992 rBV2 122851 159349 3.46% 0.432%
24 13.968 2016 2020 2029 rBV 820821 855768 18.56% 2.318%
25 14.686 2138 2142 2148 rBV 277049 313470 6.80% 0.849%

26 15.439 2265 2270 2279 rBV 585469 804519 17.45% 2.179%

Sum of corrected areas: 36925227
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122917\

BF101827.D

29 Dec 2017 14:21

SJ/JuU

17023-01

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF101827.D

6.56

6.44

5.42 6.94

7.36

6.78

5.02

2.43

Time-->

S B e e e e e e e LA e e oo s e e e B e e S s e s
6.50

2.50

I
5.50

T
6.00

I
4.50

I
3.00

T
3.50

I
4.00 5.00

Abundance
4000000

3000000

2000000

1000000

8.06

TIC: BF101827.D

14

12.90

10.62

9.82
11.32

10.23

| 1045)

10.70

12.69 ||

o
Time-->

13.50

12.00 12.50

I
10.50 11.00 13.00

11.50

Abundance
4000000

3000000

2000000

1000000

13.77

TIC: BF101827.D

13.97

15.44
14.69

A

0
Time-->

14.00

19.00

18.50

18.00

17.00 17.50

16.50

16.00

15.00 15.50

14.50

8270-BF121417.

M Tue Jan 02 11:53:02 2018 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.02 8.50 ng 409923 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 499 (5.022 min): BF101827.D (-495) (-) m/z 43.00 100.00%
43.0
59.1
5000 ﬁ\\__
101.0 SEBERAEAR SRR SRR R
| 83.0 | 4&)4% MDSZ)sm
o) Y 4 HIESSOOY | RS S RS m/z 59.10 54.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SEBERARAR SRR R
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 17.43%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.00 14 .11%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59.0 460 4.80 500 5.20 5.40
m/z 41.10 9.07%
5000 31 73.0
0 \ \ ‘ ‘ Ll \‘ 840 101 0
m/z--> 1'0 2'0 3'0 ' ' 6|O 7'0 8|0 9'0 1(')0 11'0 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.56 Concentration Rank 1

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

6.56 86.45 ng 4170620 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 760 (6.557 min): BF101827.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.0
096.1 rrrTTTyTTT T T T T T T T
40.0 549 J 6.20 6.40 6.60 6.80
ol A82L | Meo m/z 68.05 43.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR U SN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.27%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T2 o b0 oh
5000 9go 1160 m/z 66.10 26.97%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e e AN
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.09%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Tetradecane Concentration Rank 8

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

9.73 2.97 ng 174913 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
4 Undecane 156 Cl11H24 001120-21-4 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1299 (9.728 min): BF101827.D (-1296) (-) m/z 57.10 100.00%
5%.1

5000

9.40 9.60 9.80 10.00

113.0 1411

o m/z 43.10 75.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0
9.40 9.60 9.80 10.00
29.0 m/z 71.05 54 _.21%
. | I | 1130 1410 1690 198.0
,,,,,, R e e R BER RS e
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.40 9.60 9.80 10.00
5000 m/z 41.05 35.61%
85.0
29.0
0 113. 0 141 0 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- A R RS
57.0 9.40 9.60 9.80 10.00
m/z 85.10 34.21%
5000 85.0
29.0 141.0
bl 2130 1890
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.23 2.99 ng 176123 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1384 (10.228 min): BF101827.D (-1382) (-) m/z 57.10 100.00%

5%.1

5000
39 1131 1490 10.00 10.20 10.40 10.60
0 169.2 m/z 43.05 67.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 LN L L L L L L
85.0 10.00 10.20 10.40 10.60
29.0 ’ m/z 71.10 56.78%
0 ! “ [l ‘ , 113.0 1410 169.0 197.0  226.0
L I A I e o e LR o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 30.88%
85.0
20 120 1400
0 168.0186.0 211.0
L B o L o R A BAMEE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane AR aaREE R RS
57.0 10.00 10.20 10.40 10.60
m/z 41.05 28.89%
5000
85.0
29.0
0 \‘ ‘\ H -y 1 1130 . 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 7 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.77 3.72 ng 159349 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 95
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 95

Abundance Scan 1986 (13.768 min): BF101827.D (-1983) (-) m/z 57.05 100.00%
57.0
13.40 13.60 13.80 14.00
ot m/z 43.10 83.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 VAR U UL UL B
1340 13.60 13.80 14.00
m/z 55.05 80.62%
o) M— \wlw e l‘\ I\‘\I i I?I-IG?IOI - |2|3§|0 : ?8|3|0| e ?’3:4:0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LN BRI U
13.40 13.60 13.80 14.00
5000 m/z 83.10 69.26%
0150 139.0 177 9210.0 2550 356.0
LN SRR UL UURLELALA UUNLELLY IR UL SURLLL UURL
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester A R e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.05 60.32%
- »JVWW/\W
169.0
o5 Ll | 1310 |, 2100 2550 406.0
m/z--> 5'0 100 1&1,0 2(')0 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101827.D

Aca On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample : 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 7.33 ng 313470 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 96
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Octadecanamide 283 C18H37NO 000124-26-5 53

Abundance Scan 2143 (14.692 min): BF101827.D (-2138) (-) m/z 59.00 100.00%

|

5000
14.40 14.60 14.80 15.00
201.1 240.1 294.1320.1
0 m/z 72.10 65.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LN L L L L L LB LB LB
14.40 14.60 14.80 15.00
m/z 55.00 55.56%
29.0 126 0
R i i w et 210.0 2380 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R N REEE S R
14.40 14.60 14.80 15.00
5000 m/z 57.10 43.04%
137.0
86.0 112.0

165.0193.0  240.0267.0294.0 337.0

E

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83610: Tetradecanamide AR EEREE L
59.0 14.40 14.60 14.80 15.00
m/z 43.05 41.44%
29.0 97.0 128.0 1840 227.0
N Y YN T L2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122917\
Data File : BF101827.D

Acq On : 29 Dec 2017 14:21

Operator : SJ/JU

Sample - 17023-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.02 8.5 ng 409923 1 6.78 964904 20.0
unknown6 .56 6.56 86.5 ng 4170620 1 6.78 964904 20.0
Tetradecane 9.73 3.0 ng 174913 3 9.82 1177240 20.0
Hexadecane 10.23 3.0 ng 176123 3 9.82 1177240 20.0
Heptadecyl heptaf... 13.77 3.7 ng 159349 5 13.97 855768 20.0
9-Octadecenamide, ... 14.69 7.3 ng 313470 5 13.97 855768 20.0
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