LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 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-BF110619.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 2.246 19 27 32 rBvY 1446517 1915942 24.40% 2.583%
2 5.157 512 522 529 rVB 1183828 1519621 19.35% 2.049%
3 5.551 583 589 592 rBY 6333296 6668284 84.91% 8.991%
4 6.551 753 759 763 rBVY 6656192 7145885 90.99% 9.635%
5 6.704 780 785 788 rBVY 6928480 7128416 90.77% 9.612%
6 6.934 820 824 827 rBVY 2486983 1928268 24.55% 2.600%
7 7.092 847 851 854 rVB 6583145 5576495 71.01% 7.519%
8 7.492 914 919 922 rBVY 4505569 4417899 56.25% 5.957%
9 8.222 1038 1043 1046 rBvV 2914629 2548037 32.45% 3.436%
10 9.298 1221 1226 1229 rBVY 8481324 7853399 100.00% 10.589%

11 9.686 1289 1292 1296 rVB 1477472 1219605 15.53% 1.644%
12 9.980 1337 1342 1345 rBV 3418027 2858886 36.40% 3.855%
13 10.769 1471 1476 1479 rBV 5494211 4806105 61.20% 6.480%
14 11.469 1591 1595 1598 rBV 3157313 2772779 35.31% 3.739%
15 11.539 1602 1607 1610 rVB3 214720 205350 2.61% 0.277%

16 11.998 1678 1685 1691 rBV2 838025 988883 12.59% 1.333%
17 12.686 1799 1802 1807 rBV 124371 137590 1.75% 0.186%
18 12.780 1815 1818 1825 rBV 273941 316583 4._.03% 0.427%
19 12.916 1838 1841 1843 rBV 171775 136769 1.74% 0.184%
20 13.063 1861 1866 1869 rBV 7461517 6508298 82.87% 8.776%

21 13.957 2014 2018 2027 rBV 779632 825548 10.51% 1.113%
22 14.115 2041 2045 2048 rBV 2339493 2100573 26.75% 2.832%
23 14.280 2071 2073 2079 rVB 102758 107117 1.36% 0.144%
24 14.592 2123 2126 2130 rVB 188335 179887 2.29% 0.243%
25 14.909 2177 2180 2184 rBV 163875 187465 2.39% 0.253%

26 14.992 2191 2194 2200 rVB 255917 265097 3.38% 0.357%
27 15.180 2222 2226 2229 rBV 122779 206570 2.63% 0.279%
28 15.268 2237 2241 2251 rVB2 195385 320765 4.08% 0.433%
29 15.492 2276 2279 2285 rBV 116308 139805 1.78% 0.189%
30 15.557 2287 2290 2294 rVB 138552 169484 2.16% 0.229%

31 15.627 2297 2302 2306 rVV2 1853389 2293353 29.20% 3.092%
32 15.674 2306 2310 2316 rVB2 181342 284062 3.62% 0.383%
33 16.139 2385 2389 2393 rBV 109110 177898 2.27% 0.240%
34 16.186 2394 2397 2407 rVB8 117491 252802 3.22% 0.341%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 74163520
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117707.D
8000000

6.70
6.55
555 7.09

6000000

7.49
4000000

6.93

2000000
5.16

L o o S -

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117707.D

8000000 13.06

6000000 10.77

4000000

9.98
8.92 11.47

2000000

12.00
1.54 121851292

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117707.D

8000000

6000000

4000000

14.12
15.63
2000000

13.96
1428 14.59 1414199518827 19386.67 166149
: VAW

.

e — sttt

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 3

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

2.25 19.87 ng 1915940 1,4-Dichlorobenzene-d4 6.93
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 28 (2.251 min): BF117707.D (-19) (-) m/z 73.00 100.00%
74.0
5000 43.0
55.0 87.1
65.0 2.20 2.30 2.40 2.50 2.60 2.70
e el 880 L Tm/z  43.00  38.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 RN AN U SN IR U
43.0 2.20 2.30 2.40 2.50 2.60 2.70
-~ 550 87.0 m/z 55.00 25.44%
29.0 ‘
”l"”|"”h"“WhJ“|"”|"”|"”|"”|"”|"'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 : m/z 87.10 25.39%
29.0
"I}ﬁql"'W"'I”"I"”I""P"'I”"I'QZQ"'
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 12 .59%
5000 43.0
58.0
29.0 370
L1 N .
m/z--> 10 ' ' 0 50 60 70 ' 9 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 4

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

5.16 15.76 ng 1519620 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 522 (5.157 min): BF117707.D (-512) (-) m/z 43.00 100.00%
43.0
5000 59.0
1010 480 500 520 540
il ee0 om0 | Eg 060 49867
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN I R AL B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 17.79%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 17 .34%
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e e
43.0 480 5.00 520 5.40
m/z 41.00 8.24%
5000
58.0
1§.0 270 N 7%.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.70 73.94 ng 7128420 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 784 (6.698 min): BF117707.D (-780) (-) m/z 131.95 100.00%
1319
5000 68.0
w0 || %80 oo | h0 oRD dhy 7k
ol 206.9 - m/z 68.00 41.71%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 BRI S

6.40 6.60 6.80 7.00
m/z 134.00 33.74%

31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e  EEE e
6.40 6.60 6.80 7.00
5000 m/z 66.00 28.37%
e 1l
e l
LI o I e o o o e RN EARERERARE R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.12%
5000 67.0
41.0 97.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.00 7.13 ng 988883 Phenanthrene-d10 11.47
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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1685 (11.998 min): BF117707.D (-1678) (-) m/z 73.00 100.00%

5000

—

213.1

11.60 11.80 12.00 12.20 12.40
m/z 43.00 93.88%

157.1 185.

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

-

5000
11.60 11.80 12.00 12.20 12.40

256.0 m/z 60.00 84.44%

157.0 1g5.0 213.0

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

Abundance #72647: Tridecanoic acid
73.0
43.0 11.I60 11.|80 12.IOO 12.|20 12.|40
5000 129.0 m/z 55.00 71.02%
171.0
} 970 ‘ 214.0
AL \ I

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

%

Abundance #131261: Octadecanoic acid R e e s
43.0 |, 73.0 11.60 11.80 12.00 12.20 12.40
m/z 57.10 70.93%
5000 129.0
J 241.0 284.0
ﬂ _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r

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\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 9
R.T. EstConc Area Relative to ISTD R.T.

12.78 2.28 ng 316583 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1818 (12.780 min): BF117707.D (-1815) (-) m/z 43.00 100.00%

43.0 73.0
5000 128.9 202.0

12.40 12.60 12.80 13.00
m/z 73.00 85.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

129.0
5000 284.0

12.40 12.60 12.80 13.00
m/z 59.95 82.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0

12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 80.78%

‘ “\ 1l
m/z--> 20 4I0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid A REE TR e e
60.0 12.40 12.60 12.80 13.00
m/z 55.00 78.93%

5000 129.0

JM783.0
R RS ma e

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

157.0 185.0 213.0 256.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.86 ng 825548 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 93
Abundance _ Scan 2019 (13.962 min): BF117707.D (-2014) (-) m/z 57.05 100.00%
> 083.1
5000
PN U AU B
139.1 1 230.1 13.60 13.80 14.00 14.20
e 168.1196.1 280.2 309.2 n/z 4305 89 62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
58,0 83.0
5000 DU R B SRR
13 60 13. 80 14. oo 14.20
29.0 m/z 83.10 78.57%
. 139.0
I 167.0 196.0  238.0 266.0 294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 75.73%
29.0
L ™ 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester L R LA S O
43.0 13.60 13.80 14.00 14.20
69.0 m/z 97.05 67.22%
5000
125.0
196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1%mmmmmuol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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.
14.99 2.31 ng 265097 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 6.10.14-Hexadecatrien-1-ol. 3.7.... 292 C20H360 036237-66-8 72
5 1-(Phenylthio)-3,7,11-trimethyl-_._._. 314 C21H30S 028413-57-2 72
Abundance Scan 2194 (14.992 min): BF117707.D (-2191) (-) m/z 69.05 100.00%
69.0 q
5000
LN UL AR I B
1 14.60 14.80 15.00 15.20 15.40
07. 254.0
.?7.‘9,"~.' W0 0 1790, 22307900 so7esals 8100 51.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 NI UM I
14,60 14.80 15.00 15.20 15.40
m/z 41.00 24 .17%
g 0”1. [© 1750 2310 2730 3410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1460 14.80 15.00 15.20 15.40
5000 m/z 95.00 14 _.10%
29. o’ L }07 191.0 231.0 273.0 341.0 410.0 WM;JLWM
m/z--> éo 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LA L e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.00 11.58%
5000
111
| " bt d ol 10 >0 1920 2310 2730 3150 3840
m/z--> 50 100 150 260 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.80 ng 320765 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 96
2 Nonadecane 268 C19H40 000629-92-5 96
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2241 (15.268 min): BF117707.D (-2237) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 15,00 15.20 1540 15.60
41 0169 1 207 0 268 0
— ~.l, ! .]-.] L 2881200 3070 3462 | "m/z 71.10 70.80%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 L B BULLL UL UL
mmmmmmmm
1130 m/z 43.00 64 .91%
29.0| dJlM%woznwwMMM%mmm&o
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance #117638: Nonadecane
57.0
15,00 15.20 1540 15.60
5000 85.0 m/z 85.10 49.25%
29.0
} | [1130141.0169.0197.02250 2680
m/z--> éo 160 150 260 250 300 3%0
Abundance #175559: Tetracosane R B R
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.82%
85.0
5000
29.0
[ } | J113914101690197022502530 338.0
m/z--> éo 100 1éo 260 250 300 3%0 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117707.D

Aca On : 7 Nov 2019 16:26

Operator :© JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 10 Thieno[2,3-d]-1,3-thiaselen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.20 ng 252802 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
2 n-Tetracosanol-1 354 C24H500 000506-51-4 55
3 l17-Pentatriacontene 491 C35H70 006971-40-0 49
4 1-Heptacosanol 396 C27H560 002004-39-9 49
5 1-Heneicosanol 312 C21H440 015594-90-8 49
Abundance Scan 2398 (16.192 min): BF117707.D (-2394) (-) m/z 43.00 100.00%
43.0
97.0
5000
28103201 3852 15.80 16.00 16.20 16.40 16.60
T m/z 57.00 81.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione
69.0
238.0
117.0 ATt
5000 158.0 15.80 16.00 16,20 16.40 16.60
m/z 55.00 80.62%
196.0
"'wi AL S UL DL WAL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186970: n-Tetracosanol-1
57.0 970
15.80 16.00 16.20 16.40 16.60
5000 m/z 97.00 73.51%
39.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene A B R e
43.0 15.80 16.00 16.20 16.40 16.60
m/z 41.05 62.72%
5000 83.0
M 1250 167 0 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 15.80 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110719\
Data File : BF117707.D

Acq On : 7 Nov 2019 16:26

Operator : JU

Sample : K5710-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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]
Butane, 2-methoxy... 2.25 19.9 ng 1915940 1 6.93 1928270 20.0
2-Pentanone, 4-hy... 5.16 15.8 ng 1519620 1 6.93 1928270 20.0
unknown6.70 6.70 73.9 ng 7128420 1 6.93 1928270 20.0
n-Hexadecanoic acid 12.00 7.1 ng 988883 4 11.47 2772780 20.0
Octadecanoic acid 12.78 2.3 ng 316583 4 11.47 2772780 20.0
1-Heneicosanol 13.96 7.9 ng 825548 5 14.12 2100570 20.0
Squalene 14.99 2.3 ng 265097 6 15.63 2293350 20.0
Pentacosane 15.27 2.8 ng 320765 6 15.63 2293350 20.0
Thieno[2,3-d]-1,3... 16.19 2.2 ng 252802 6 15.63 2293350 20.0
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