LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 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-BF111319.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 2.193 12 18 24 rVB 933814 1262696 16.54% 1.945%
2 5.134 510 518 526 rBVY 1072232 1313520 17.20% 2.023%
3 5.534 580 586 589 rBY 5721097 5753491 75.36% 8.862%
4 6.540 751 757 761 rBV2 5555447 6347445 83.14% 9.777%
5 6.687 777 782 785 rBVY 6322261 6172348 80.85% 9.507%
6 6.916 818 821 825 rBVY 1791527 1486254 19.47% 2.289%
7 7.075 844 848 852 rBVY 5334171 4889546 64.04% 7.531%
8 7.481 912 917 920 rBVY 4103756 3840543 50.30% 5.916%
9 8.204 1036 1040 1044 rBV 2402985 1932353 25.31% 2.976%
10 9.286 1219 1224 1227 rBVY 7853764 7137273 93.48% 10.994%

11 9.675 1287 1290 1294 rBV 816110 599660 7.85% 0.924%
12 9.969 1336 1340 1343 rBV 2705882 2289923 29.99% 3.527%
13 10.757 1469 1474 1477 rBV 5413112 4934880 64.64% 7.601%
14 11.457 1589 1593 1597 rBV 2757060 2442807 32.00% 3.763%
15 11.527 1600 1605 1608 rVB3 76284 80746 1.06% 0.124%

16 11.986 1678 1683 1697 rBV 852229 1017674 13.33% 1.568%
17 12.769 1813 1816 1829 rBvV2 288560 371806 4._.87% 0.573%
18 12.933 1841 1844 1856 rVB 66799 119962 1.57% 0.185%
19 13.051 1860 1864 1867 rBV 7817904 7634680 100.00% 11.760%
20 13.963 2014 2019 2038 rBV4 182524 667327 8.74% 1.028%

21 14.104 2039 2043 2047 rVV 2212868 1986285 26.02% 3.059%
22 14.974 2187 2191 2196 rVB 255142 253381 3.32% 0.390%
23 15.251 2234 2238 2245 rBV 81418 100007 1.31% 0.154%
24 15.615 2294 2300 2304 rBV 1658746 2107565 27.61% 3.246%

25 15.651 2304 2306 2311 rVB 77602 93287 1.22% 0.144%
26 16.110 2380 2384 2391 rBV 55568 87001 1.14% 0.134%
Sum of corrected areas: 64922460
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF117823.D
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Abundance TIC: BF117823.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.19 16.99 ng 1262700 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 18 (2.193 min): BF117823.D (-12) (-) m/z 73.00 100.00%
(<}
5000 43 A
55 87 D —
37 | o5 2.20 2.30 2.40 2.50 2.60
ot s e | M/Z 43.00  37.49%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
<}
5000 HUALIUARAS AR RN AR AR
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.05 26.27%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.67%
L 79 |97 112 129
m/z--> 20 ' J 50 ' 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.18%
5000 43
58
29 3(
L1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 17.68 ng 1313520 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 517 (5.128 min): BF117823.D (-510) (-) m/z 43.00 100.00%
43
59
5000
10 480 500 520 540
...,....,....,....','n..?.l.:!,...‘?,9....,5?.3..,...:,|....,....,....,....,...., m/z 59.00 55.39%
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 LS UL I
59 480 500 520 540
m/z 101.00 19.65%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 16.13%
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e
59 480 5.00 5.20 5.40
m/z 41.00 8.55%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R U UL R
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\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3 unknown6.69 Concentration Rank 1

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

6.69 83.06 ng 6172350 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 783 (6.692 min): BF117823.D (-777) (-) m/z 132.00 100.00%
5000
68
0 % J " ok ko 760
54 - - - -
| g7 87 | eus . | m/z 134.00 34.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRSNS L

6.40 6.60 6.80 7.00
m/z 68.00 33.85%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
o e A B
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.68%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R o
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 13.34%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.99 8.33 ng 1017670 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 1684 (11.992 min): BF117823.D (-1678) (-) m/z 73.00 100.00%

5000
213

11.60 11.80 12.00 12.20 12.40
m/z 43.00 80.81%

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

11|60 11.80 12. OO 12 20 12. 40
256 m/z 60.00 79.35%

5000

157 1g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #84453: Tetradecanoic acid
73
43 IR e i e
11.60 11.80 12.00 12.20 12.40
5000 m/z 41.00 71.95%
129
| 185 228
iy
T | e | on |
m/z--> 20 40 60 80 00 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73 11.60 11.80 12.00 12.20 12.40
m/z 57.05 67.41%
5000 129
il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.77 3.04 ng 371806 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
Abundance Scan 1816 (12.769 min): BF117823.D (-1813) (-) m/z 43.00 100.00%

43 3
57
5000

12.40 12.60 12.80 13.00
m/z 73.00 97.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

43 §

-

5000
12.40 12.60 12.80 13.00

m/z 60.00 80.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

SN

w
~
[¢8)

57 12.40 12.60 12.80 13.00
5000 m/z 56.95 78.10%
185 228

129
143157171 ‘ 199

0l m,m“m \

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid T e

60 12.40 12.60 12.80 13.00

m/z 55.00 72 .92%
5000 41
129
2( 115
143 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.96 6.72 ng 667327 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2019 (13.963 min): BF117823.D (-2014) (-) m/z 57.05 100.00%

57 83

5000

53

139 248 13.60 13.80 14.00 14.20
177 196 216 282
m/z 55.00 90.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
56
83
5000 LA L L L L L B
111 13.60 13.80 14.00 14.20
29 m/z 43.00 86.46%
139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
B e R
13.60 13.80 14.00 14.20
5000 4 11 m/z 82.95 85.14%
139
19 h 1 ‘ L, 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate R AR an e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 77.69%
B 4 MJL\
et S e s odutumsas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117823.D

Aca On : 16 Nov 2019 00:30

Operator :© JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.97 2.40 ng 253381 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
4 4.8.12-Tetradecatrienenitrile. 5... 245 C17H27N 005981-31-7 72
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
Abundance Scan 2190 (14.968 min): BF117823.D (-2187) (-) m/z 69.10 100.00%
69
5000
41 R R Rl
95 137 14.60 14.80 15.00 15.20
bl g0, 177 205231 268 3L Tnyz 81.00  48.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
60
s000{ 4! U AR AR
14.60 14.80 15.00 15.20
m/z 41.00 23.97%
9% 437
L d d17 ]~ 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14,60 14.80 15.00 15.20
5000 m/z 95.00 12.10%
41
95 137
. 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R ERREEEEE L
69 14.60 14.80 15.00 15.20
m/z 67.95 11.58%
5000
41
95
m/z--> 50 160 1%0 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111519\
Data File : BF117823.D

Acq On : 16 Nov 2019 00:30

Operator : JU

Sample - K5861-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.19 17.0 ng 1262700 1 6.92 1486250 20.0
2-Pentanone, 4-hy... 5.13 17.7 ng 1313520 1 6.92 1486250 20.0
unknown6 .69 6.69 83.1 ng 6172350 1 6.92 1486250 20.0
n-Hexadecanoic acid 11.99 8.3 ng 1017670 4 11.46 2442810 20.0
Octadecanoic acid 12.77 3.0 ng 371806 4 11.46 2442810 20.0
Cyclopentadecane 13.96 6.7 ng 667327 5 14.10 1986290 20.0
Squalene 14 .97 2.4 ng 253381 6 15.62 2107570 20.0
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