LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 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 5.063 502 506 522 rVB 451345 614688 10.93% 1.636%
2 5.475 571 576 586 rBVY 3427460 3250304 57.77% 8.652%
3 6.492 744 749 767 rBVY 3389965 3520721 62.58% 9.372%
4 6.628 767 772 775 rBVY 3875454 3746565 66.59% 9.973%
5 6.851 806 810 819 rVB 788642 647637 11.51% 1.724%
6 7.010 833 837 840 rBVY 3360911 2866078 50.94% 7.629%
7 7.416 902 906 931 rBVY 2055413 2216634 39.40% 5.900%
8 8.139 1025 1029 1048 rBV 848796 841164 14.95% 2.239%
9 9.216 1208 1212 1215 rBvV 5204722 4434520 78.82% 11.804%
10 9.610 1276 1279 1290 rBV 253904 275448 4 _.90% 0.733%

11 9.898 1324 1328 1341 rBV 1156133 1026480 18.24% 2.732%
12 10.692 1459 1463 1476 rBV 3243518 3294008 58.55% 8.768%
13 11.392 1578 1582 1590 rBV 1220366 1113560 19.79% 2.964%
14 11.916 1667 1671 1693 rBV 343352 395209 7.02% 1.052%
15 12.704 1802 1805 1811 rBV2 58571 74762 1.33% 0.199%

16 12.986 1848 1853 1856 rBV 6012599 5626260 100.00% 14.976%
17 13.874 2000 2004 2017 rBV 408593 661879 11.76% 1.762%
18 14.045 2029 2033 2041 rBV 1131182 1106204 19.66% 2.945%
19 14.498 2107 2110 2113 rBV 82793 89155 1.58% 0.237%
20 14.810 2157 2163 2168 rBV2 110554 150380 2.67% 0.400%

21 15.151 2217 2221 2226 rBV 120818 138481 2.46% 0.369%
22 15.539 2282 2287 2294 rBV 858252 1111346 19.75% 2.958%
23 15.980 2357 2362 2368 rBV2 85530 125235 2.23% 0.333%
24 16.056 2369 2375 2389 rVV9 48769 148792 2.64% 0.396%
25 16.492 2443 2449 2454 rBV2 53910 92787 1.65% 0.247%

Sum of corrected areas: 37568297

8270-BF122419_.M Thu Jan 02 03:03:51 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
6000000 TIC: BF118376.D
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

5.06 18.98 ng 614688 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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF118376.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
S = N R A m/z 59.00 61.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /\
43
5000 L R LN I L
59 480 500 520 5.40
m/z 101.00 25.68%
15 31 101
wl 1y 51 || 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 15.01%
101
15 58
28 | 69 84
iz 10 % 3 4o % 60 7o 8 9 100 110 130 150 150
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A mmams mi
59 480 5.00 5.20 5.40
m/z 41.10 9.96%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I R A N RN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.63 Concentration Rank 1

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

6.63 115.70 ng 3746570 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 772 (6.628 min): BF118376.D (-767) (-) m/z 132.00 100.00%
132
5000
68
40 % J 620 640 6.60 6.80 7.00
54 - - - -
A8 L Aewr | Tw/z 68.10 34.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A
| BSLLES NLALELELE I I B

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.59%

5000

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
24 e e
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 22.26%
SESSRSSSNY WS WOV WM™ a3
m/z--> 20 40 100 120 140 160 180
Abundance #14503 lH Benzimidazole, 2-methy!- e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .58%
5000
15 28 39 52 83 77 90 104 .

m/z--> 20 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 : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.10 ng 395209 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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1672 (11.921 min): BF118376.D (-1667) (-) m/z 73.00 100.00%

e
43 6o
5000 129
3

11. 60 11. 80 12. 00 12 20
...,....,.... T

m/z 43.05 79 .55%

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

5000 129 L L B I e
11. 60 11. 80 12. 00 12 20

m/z 60.00 75.15%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 T e T
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.05 66.95%
115 171
214
‘ | T } ‘ 143157 ‘ 185
...,.z..‘,“ i .u‘..w P Y Y A A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T T TR
43 60 73 11. 60 11. 80 12. 00 12 20

m/z 57.10 63.20%

5000 129
29
199
143157171185 242
15 || |l
A

m/z--> 20 40 60 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 : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.97 ng 661879 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 2003 (13.868 min): BF118376.D (-2000) (-) m/z 57.05 100.00%
57
- T JLL
SRR N SR B
139 13.60 13.80 14.00 14.20
S Al 87 200 8L m/z 43.05 98.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 SR AR SUNIL SR SR
13.60 13.80 14.00 14.20
29 111 m/z 83.10 95.51%
J I I i l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 AN N U SR
13.60 13.80 14.00 14.20
5000 111 m/z 69.05 93.44%
29 169
LA ‘xihl?g. |, 210 285 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate R R A e et
57 13.60 13.80 14.00 14.20
83 m/z 97.05 87 .94%
5000
111
29
el ‘ | } |10 199 210 B g5y
m/z--> 50 100 150 200 250 300 350 400 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 : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.71 ng 150380 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2163 (14.810 min): BF118376.D (-2157) (-) m/z 57.00 100.00%
g7
5000
3 141 169 14.40 14.60 14.80 15.00 15.20
197 231 249 m/z 71.10  74.86%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B B SO B
mmmmmmmmmm
m/z 43.10 72 .32%
2 \ L || | Mt 160 197 225 253 282
m/z--> éo 1 o 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14.40 1460 14.80 15.00 15.20
5000 m/z 85.05 57 .31%
29 113
2L 1B 160 167 a5 oss 20
m/z--> éo 160 150 200 250 360 350
Abundance #175558: Tetracosane S o B M o m S L A
57 14.40 14.60 14.80 15.00 15.20
m/z 55.05 27 .78%
85
5000
113
29 | | ) ] M 160 197 225 253 oo ano 3%
m/z--> 5'0 1(')0 150 200 250 300 350 14. 40 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.25 ng 125235 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Triacontane 422 C30H62 000638-68-6 83
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2362 (15.980 min): BF118376.D (-2357) (-) m/z 57.00 100.00%
g7
85
5000
141 169 197 225 15.60 15.80 16.00 16.20
,”d Lt @eress aen s s 71.05  86.03%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
g7
85
5000 R AR SR SULIE B
15.60 15.80 16.00 16.20
140 m/z 85.05 63.86%
29 11 168
Th b g M | 7 107 239 267
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 60.02%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane | BLELELELE BN B LR I
57 15.60 15.80 16.00 16.20
m/z 55.05 26.84%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118376.D

Aca On - 28 Dec 2019 20:21

Operator : JU

Sample : K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 9 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.06 2.68 ng 148792 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 87

Abundance Scan 2376 (16.062 min): BF118376.D (-2369) (-) m/z 83.10 100.00%
57 83
5000
15,80 16.00 16.20 1640
m/z 57.00 96.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 L IR S SULILN I
111 15.80 16.00 16.20 16.40
m/z 97.00 84.74%
%ﬁ 39 169 2102?8 083
mz-> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
15,80 16.00 16.20 1640
5000 83 m/z 43.00 72.88%
111
l 139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #186968: n-Tetracosanol-1 B EERR Bam e L
57 83 15.80 16.00 16.20 16.40
m/z 69.00 70.02%
5000 1
29
1l 1?9167195222250 280 308 336
m/z--> 55 100 150 200 250 300 350 400 450 ' 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 : BF118376.D

Acq On : 28 Dec 2019 20:21

Operator : JU

Sample - K6439-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.06 19.0 ng 614688 1 6.85 647637 20.0
unknown6.63 6.63 115.7 ng 3746570 1 6.85 647637 20.0
n-Hexadecanoic acid 11.92 7.1 ng 395209 4 11.39 1113560 20.0
5-Eicosene, (E)- 13.87 12.0 ng 661879 5 14.04 1106200 20.0
Eicosane 14.81 2.7 ng 150380 6 15.54 1111350 20.0
Nonadecane, 9-met... 15.98 2.3 ng 125235 6 15.54 1111350 20.0
Heptadecyl heptaf... 16.06 2.7 ng 148792 6 15.54 1111350 20.0
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