LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF122419 .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 5.063 502 506 521 rVB 479840 641662 10.81% 1.651%
2 5.475 571 576 598 rBY 3511710 3393143 57.15% 8.731%
3 6.492 744 749 752 rBVY 3603745 3534045 59.53% 9.094%
4 6.628 767 772 775 rBV 4192635 3875301 65.28% 9.972%
5 6.851 806 810 818 rVB 799595 637239 10.73% 1.640%
6 7.010 833 837 840 rBVY 3570342 2991477 50.39% 7.698%
7 7.422 902 907 919 rBVY 2177804 2321677 39.11% 5.974%
8 8.139 1025 1029 1045 rBV 807341 827173 13.93% 2.128%
9 9.216 1208 1212 1215 rBvV 5272571 4800836 80.87% 12.353%
10 9.616 1276 1280 1291 rBV 199236 220386 3.71% 0.567%

11 9.898 1324 1328 1343 rBV 1124414 999734 16.84% 2.572%
12 10.698 1459 1464 1479 rBV 3476424 3509259 59.11% 9.030%
13 11.392 1578 1582 1591 rBV 1111348 1073419 18.08% 2.762%
14 11.916 1668 1671 1686 rBV 376938 398292 6.71% 1.025%
15 12.704 1802 1805 1811 rBV 77477 100634 1.70% 0.259%

16 12.986 1848 1853 1856 rBV 6336101 5936847 100.00% 15.276%
17 13.874 2000 2004 2021 rBV 418478 668145 11.25% 1.719%
18 14.045 2029 2033 2040 rBV 1061339 1023742 17.24% 2.634%
19 14.192 2054 2058 2061 rBV 59614 63188 1.06% 0.163%
20 14.498 2107 2110 2113 rBV 108455 107468 1.81% 0.277%

21 14.810 2156 2163 2167 rBV2 134459 195530 3.29% 0.503%
22 14.886 2172 2176 2181 rVB 70043 72968 1.23% 0.188%
23 15.151 2217 2221 2226 rBV 129173 145878 2.46% 0.375%
24 15.539 2281 2287 2296 rBV 745300 1028186 17.32% 2.646%
25 15.980 2356 2362 2367 rBV 79853 129455 2.18% 0.333%

26 16.056 2368 2375 2389 rVv7 52115 167032 2.81% 0.430%

Sum of corrected areas: 38862716

8270-BF122419_.M Thu Jan 02 03:01:15 2020 Page: 1



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\svoasrv\HPCHEMI\BNA F\Data\BF122819\
: BF118375.D

: 28 Dec 2019 19:53

- Ju

= K6439-05

- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118375.D

6.63

5.47 6.49 7.01

6.85

5.06

7.42

0
Time-->

I
4.50 5.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF118375.D

9.22

10.70

9.90 11.39

|

9.62 11.92

12.70

Time-->

12.00 12.50

10.00

10.50 11.00

9.50 11.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118375.D

14.04
15.54

13.87
1518806

0
Time-->

16.00 16.50

R I T
13.50 17.00 17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 20.14 ng 641662 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF118375.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 A
51 | 83 480 500 520 5.40
S M S S m/z 59.00 60.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- f\
43
5000 L R LN I L
59 480 500 520 5.40
m/z 101.00 26.08%
15 31 101
| wl 1y 51 I 83 I |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.19%
101
15 58
28 | 69 84
iz 1o B0 3 40 B 65 70 B0 96 16 110 130 1% 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R m e R B
59 480 500 520 5.40

m/z 41.10 10.22%

5000 41
68
Il s 126 14 A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 540
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 2 unknown6.63 Concentration Rank 1

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

6.63 121.63 ng 3875300 1,4-Dichlorobenzene-d4 6.85
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF118375.D (-767) (-) m/z 132.00 100.00%
5000
68
40 % J 620 640 6.60 6.80 7.00
54 - - - -
qrer lasus o "m/z 68.10 34.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I IR LN IR
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.92%
”III.! ||.|.!..||....|.|...|.. '.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.30%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS R e s s S e S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14.91%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.92 7.42 ng 398292 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1672 (11.921 min): BF118375.D (-1668) (-) m/z 73.00 100.00%

41 60

5000 129

11.60 11.80 12.00 12.20
m/z 41.05 69.85%

157 185
171 199

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
m/z 60.00 69.56%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

%

11.60 11.80 12.00 12.20
5000 129 m/z 43.10 66 .44%

143 157 214

| I‘l . I‘I‘I\I e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84455; Tetradecanoic acid R e AR
73 11.60 11.80 12.00 12.20
€0 m/z 55.05 58.04%
5000 43 129
185
1]_5 228

i | e

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.87 13.05 ng 668145 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (BE)- 280 C20H40 074685-30-6 98
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 2003 (13.868 min): BF118375.D (-2000) (-) m/z 57.05 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 83.05 99.27%

139 167 o008

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
56

83

-

5000 LA L L L L L
13.60 13.80 14.00 14.20
29 m/z 55.10 91.79%
139 167 196 203 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate
57
B Tt o e S
13.60 13.80 14.00 14.20
5000 4 m/z 43.05 90.41%
rrr et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T
57 13.60 13.80 14.00 14.20
97 m/z 69.05 89.12%
4
5000

125

i

154 180196 224 9251 269
N BABEEEE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .50 2.10 ng 107468 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2110 (14.498 min): BF118375.D (-2107) (-) m/z 57.10 100.00%

g7

85

5000

324 14.20 14.40 14.60 14.80
3% 397 m/z 71.05 73.28%

35155 183 211 239 282

)

m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 LI I I N I B B B §

T T T T
29 14.20 14.40 14.60 14.80

m/z 43.05 66.12%
113 141 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
R A
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 62.21%
29 113
TP e ey s sy 38
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane T AL AL o B T
57 14.20 14.40 14.60 14.80
m/z 55.00 31.14%
85
5000
29

1 T T T T
350 400 14.20 14.40 14.60 14.80

|
m/z--> 50 100 150 200 250 300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 7 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.80 ng 195530 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2163 (14.810 min): BF118375.D (-2156) (-) m/z 57.05 100.00%
g7
85
5000
141 169 167 45 14.40 14.60 14.80 15.00 15.20
il m/z 71.05 82.97%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR B B SO B
mmmmmmmmmm
m/z 43.10 68.57%
29 113 141
L. .|‘ “ L 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 2éo 300 3éo '
Abundance #209565: Octacosane
57
14.40 1460 14.80 15.00 15.20
5000 85 m/z 85.05 62.08%
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane L B B L e
57 14.40 14.60 14.80 15.00 15.20
m/z 55.05 29.04%
85
5000
29 113
[ L M8 109 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Aca On - 28 Dec 2019 19:53

Operator : JU

Sample : K6439-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : 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 10 Heptacosyl acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.06 3.25 ng 167032 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 76
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 76
Abundance Scan 2376 (16.062 min): BF118375.D (-2368) (-) m/z 83.00 100.00%
57 83

15.80 16.00 16.20 16.40
m/z 97.10 93.25%

207

"

m/z--> 50 100 150 200 250 300 350 400
Abundance #224391: Heptacosyl acetate
43
97
69
5000 TT T[T T T T[T T rrrrrrr1
15.80 16.00 16.20 16.40
125 m/z 57.00 87.15%
15, | ,,l 153 181 209 236 264 292 320 350 378 423
b ..,....,.... — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
56 83
R
15.80 16.00 16.20 16.40
5000 11 m/z 43.10 84.59%
29 139
\‘\ L A | I T |167 196 224 252 280 308
L e B L B e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol B EERR Bam e L
55 83 15.80 16.00 16.20 16.40
m/z 55.05 78.92%
5000 111
29
¥ ‘ | | [13° 167 106 238 266 204

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118375.D

Acq On : 28 Dec 2019 19:53

Operator : JU

Sample - K6439-05

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
Quant Title : 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... 5.06 20.1 ng 641662 1 6.85 637239 20.0
unknown6.63 6.63 121.6 ng 3875300 1 6.85 637239 20.0
n-Hexadecanoic acid 11.92 7.4 ng 398292 4 11.39 1073420 20.0
5-Eicosene, (E)- 13.87 13.1 ng 668145 5 14.04 1023740 20.0
Eicosane 14.50 2.1 ng 107468 5 14.04 1023740 20.0
Hexacosane 14.81 3.8 ng 195530 6 15.54 1028190 20.0
Heptacosyl acetate 16.06 3.3 ng 167032 6 15.54 1028190 20.0
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