LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19 Instrument :
Operator : JU/CG BNA_F

Sample : M2219-01 ClientSampleld :
Misc : FK-PS-01-071

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123792.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 12 18 26 rVB 394235 477568 5.64% 0.797%
2 5.034 497 501 511 rVB 286463 385703 4.55% 0.643%
3 5.434 565 569 573 rBV 7877122 8099207 95.65% 13.511%
4 6.451 736 742 749 rBV 7325793 8467928 100.00% 14.126%
5 6.634 770 773 779 rBV 143927 132359 1.56% 0.221%

6 6.804 799 802 806 rBV 1935571 1566722 18.50%
7 7.375 893 899 901 rBV 5021534 5377556 63.50%
8 8.092 1016 1021 1024 rBV 2302265 1972018 23.29%
9 9.169 1198 1204 1207 rBV 7730213 7440235 87.86% 12.

9.563 1267 1271 1275 rBV 471412 425948 5.03%
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11 9.845 1313 1319 1322 rBV 2409849 1944356 22.96%
12 10.639 1446 1454 1457 rBV 5025087 4899103 57.85%
13 10.751 1470 1473 1477 rBV2 90262 97493 1.15%
14 11.333 1568 1572 1575 rBV 2139173 1774470 20.96%
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15 11.869 1659 1663 1673 rBV3 188064 276962 3.27% 462%
16 12.427 1752 1758 1762 rVB4 67230 118458 1.40% 0.198%
17 12.586 1782 1785 1790 rVB 130793 123719 1.46% ©.206%
18 12.798 1819 1821 1824 rBV 134181 102775 1.21% ©0.171%
19 12.921 1837 1842 1845 rBV 6189984 5492295 64.86% 9.162%
20 13.157 1878 1882 1887 rBV 330071 303823 3.59% 0.507%

21 13.427 1925 1928 1930 rVB 103730 85562 1.01%
22 13.498 1936 1940 1949 rVB 555474 471410 5.57%
23 13.827 1993 1996 2007 rBV 1028628 1342318 15.85%
24 13.974 2017 2021 2024 rBV 1519397 1340775 15.83%
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25 14.145 2046 2050 2054 rBV 838211 719246  8.49% 200%
26 14.451 2098 2102 2105 rBV 914425 819258 9.67% 1.367%
27 14.757 2150 2154 2158 rBV 747652 731887 8.64% 1.221%
28 14.827 2164 2166 2172 rVB 80963 86069 1.02% ©.144%
29 15.092 2206 2211 2216 rVB 750337 879983 10.39% 1.468%
30 15.427 2263 2268 2272 rBV 927563 1218268 14.39%  2.032%
31 15.462 2272 2274 2281 rVB 475913 552079 6.52% ©.921%
32 15.898 2343 2348 2352 rBV 381097 548760 6.48%  0.915%
33 15.962 2354 2359 2365 rVV6 109532 235510 2.78% ©.393%
34 16.392 2428 2432 2439 rVB 199655 311354 3.68% ©.519%
35 16.980 2528 2532 2538 rVB4 96545 174709 2.06% ©.291%

36 17.486 2611 2618 2621 rBV6 178763 445016 5.26% 0.742%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.468 2780 2785 2799 rVB7 171107 504434 5.96% 0.841%

Sum of corrected areas: 59945336
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2219-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050321\
BF123792.D

3 May 2021 22:19

JU/CG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BF123792.D\data.ms

5.434 6.451

7.375

6.804

173 5.034 6.634

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF123792.D\data.ms
9

169
12.921

10.639

8.092 9.845 11.333

13.157

0.751 11.869 12.452.5862.79

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->
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10.00 10.50 11.00
TIC: BF123792.D\data.ms

11.50 12.00

12.50 13.00

13.974

13.827) 14,145 14451 14,757 15092 R

138%,  16.392 17.486

16.980

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.193 6.10 ng 477568 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Methane, trimethoxy- 106 C4H1003 000149-73-5 40
3 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 18 (2.193 min): BF123792.D\data.ms (-12) (-) m/z 75.00 100.00%
75.0
45.0
5000
220 240 260
57.0 : : :
o‘H_HwHH"‘Hu1HwHuh_H‘mmw_mlﬂ?"}qw m/z 73.00 71.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 LI L L N B B

220 240 260
m/z 45.00 58.38%

0 \ \‘ ‘ 5\7‘\0 i 87.0 103.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4978: Methane, trimethoxy-
75.0 /\
e
2.20 2.40 2.60
5000 m/z 41.00 41.08%
31.0 47.0
15.0
o L | s00 | 105.0
R NN R e AR RRURR N
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal ‘j‘\‘ e
75.0 2.20 2.40 2.60
m/z 47.00 32.04%
5000
310 450
15.0
0 | L, ‘ ‘ 59.0 ‘ 105.0
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Propane, 2-methyl-2-(1-meth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.034 4.92 ng 385703 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 25
Abundance Scan 501 (5.034 min): BF123792.D\data.ms (-497) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.
‘ 83.0 01.0 4.80 5.00 5.20 5.40
0l e e M/ 58.95 54.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 L B I L LA BN L
410 4.80 5.00 5.20 5.40
' 101.0 m/z 101.00 16.82%
29.0 '
N l \‘\ Al 73.0 .
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R AT
4.80 5.00 5.20 5.40
5000 59.0 m/z 57.95 13.77%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R R RRARE L
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.49%
57.0
5000
290.0 101.0
o 20 Ll 730 850
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.869 3.12 ng 276962  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1663 (11.869 min): BF123792.D\data.ms (-1659) (1 m/z 43.00 100.00%
3.0

43. 73.0
5000
129.1
— ——
‘ ? 1711 213.2 56,1 11.50 12.00
o‘H_HM\“MA‘MUM H\“‘uw‘mmmmH‘H_‘mm‘wwwl_ m/z 60.00  92.65%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 T T
11.50 12.00
157.01g5 02130  256.0 m/z 73.00 83.92%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
Stang —
43.0 11.50 12.00
5000 m/z 57.05 80.83%
129.0
1710 2140
101.0 ‘ ‘
0lSOﬂ
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #61121: Dodecanoic acid I T
73.0 11.50 12.00
m/z 55.05 71.75%
43.0
5000
129.0
157.0 200.0
‘ 101.0 ‘ ‘
ML 0 PO O ottt
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.157 4.53 ng 303823 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80

Abundance Scan 1882 (13.157 min): BF123792.D\data.ms (-1878) (- m/z 57.10 100.00%

57.1
5000
pee =
‘ ‘ 99.1 12 1881 13.00 13.50
bbbl 141218312190 2811 346. ., 43,05 63.53%
miz--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000

LI — ——
13.00 13.50
m/z 71.05 47.94%
0
| 141.0 183.0 225.0 267.0 338.0

o
o o
! [
o

miz--> 50 100 150 200 250 300
Abundance #129492: Eicosane
s =
13.00 13.50
5000 m/Z 85.05 37.24%
99.0
oLl L% 2910 1830 2250 2820
R A R e e e R R
m/z--> 50 100 150 200 250 300
Abundance #194499: Eicosane, 7-hexyl- ey T
57.0 13.00 13.50
m/z 55.00  25.69%
5000
99.0 182.0
ol Ll 14401820 2350 2810 5250 e
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.498 7.03 ng 471410 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 86
Abundance Scan 1940 (13.498 min): BF123792.D\data.ms (-1936) (- m/z 57.10 100.00%
57.1
==
‘ ‘ 99.0 155.1 13.50
[— “‘ Ll 1951 197.2280.1 267.13021 /0 43 .10 66.53%
miz--> 100 150 200 250 300
Abundance #83051:Dodecane,aneﬂwL61nopyL
57.0
5000 T
13.50
m/z 71.10 51.78%
99.0 140.0
182.0
O T T T ‘\“ “H‘\ “‘ \“‘ “ \ T \ h T \“ T ’ \2\26\.0\ ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0 /~JL
= =
13.50
5000 m/z 85.05 41.01%
99.0 183.0
N 11
miz--> 50 100 150 200 250 300 J
Abundance #141426: Heneicosane = =
57.0 13.50
m/z 41.05 21.48%
5000
‘ 99.0
41.0
olzsol LI | | 410 1830 2250 2080 e
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Sulfurous acid, butyl dodec... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.827 20.02 ng 1342320 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 90
Abundance Scan 1996 (13.827 min): BF123792.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
5000
1350  14.00
7.1 : :
oAb lEl 20712670 3461 nz a3.e5  67.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 = s
13.50 14.00
m/z 71.10 49.23%
OJXJ'NJJM}6?02§3O’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
= e
13.50 14.00
5000 m/z 85.10 37.80%
ohd hj 127.0197.0 267.0337.0  463.0 533.0 604
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecy! ester = ==
57.0 13.50 14.00
m/z 55.10 31.59%
5000
.0 197.
OJ.J?“W%LO, ] e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.145 10.73 ng 719246 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 2050 (14.145 min): BF123792.D\data.ms (-2046) (- m/z 57.05 100.00%
57.0

= —
4111831 14.00 14.50
ol b “ M ;18312252 28113241  n/; 43.05  59.56%
mlz--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 s S
14.00 14.50
m/z 71.10 52.08%
9.0 /
Oﬁd‘ “WMJJM1OE3OQ5O 296.0
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #83029: Tridecane, 7-propyl-
43.0
e —
14.00 14.50
5000 50 m/z 85.10  38.93%
140.0
ol i, | 000
miz--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl- T T
43.0 14.00 14.50
m/z 55.00 22.16%
5000 5.0
126.0 1g3.
ol i [ 2280 - i
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF042721.M Tue May 04 15:15:00 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.451 12.22 ng 819258 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Pentadecane, 6-methyl- 226 C16H34 010105-38-1 83

Abundance Scan 2102 (14.451 min): BF123792.D\data.ms (-2098) (-  m/z 57.05 100.00%

57.0
5000
o
‘ ‘ 9.0 4 1183 L 14.50
ol hdj | 34111831 2301 30313512397. ./, 43,09 59.59%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 T
14.50
9.0 m/z 71.10 49.56%
\\\‘ \\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
——
14.50
5000 ITI/Z 85.05 38.63%
ol L \ | F ‘1410183022502670 323.0 380.0
i e B e e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- =
57.0 14.50
m/z 55.00 20.44%
h m
0 ‘\‘ “\ i \‘ u‘ \4?'01830 239.0 296.0
A A e e e e ——
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF042721.M Tue May 04 15:15:01 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.757 12.02 ng 731887 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 2154 (14.757 min): BF123792.D\data.ms (-2150) (-} m/z 57.10 100.00%

57.1
5000

|| (32 1831 302.1 1450 15.00
Ol bbb, 18312392 8022 8712 4362 n/z 43.05  61.08%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
5000
14:50 15.00

m/z 71.10 51.01%

11128 0169.020502810 3800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0

o

1450 1500
13.0
0 Aw ”‘w” \}§9922502810337039304490506(
I L R R B SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0 1450 1500

m/z 55.10  20.45%

- AWAMﬂmvaywﬂwawvmijww
I 113.0

0 L | 169.0225.0281.0337.0394.0
H‘“HH"H"‘H“"H"‘H‘HH‘HH‘HHWH‘H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 1450 1500

8270-BF042721.M Tue May 04 15:15:02 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.092 14.45 ng 879983 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 91
3 Hentriacontane 437 C31He4 000630-04-6 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 86

Abundance Scan 2211 (15.092 min): BF123792.D\data.ms (-2206) (- m/z 57.00 100.00%
57.0

T T T
H 13.1 169.1 15.00
ob b L L0 1991 2252 2971 3521 4041 n/z 43.05  54.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 R :
15.00
m/z 71.10 50.32%
o L h 1130 169.0 225.0 281.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94351: Hexadecane, 3-methyl-
57.0
1 T T
15.00
5000 ITI/Z 85.10 36.32%
‘ 13.0 211.0
Y 8 Y
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T
57.0 15.00
m/z 55.00 20.91%
- M
0 A A ) ‘1‘690 225.0  309.0 365.0 436.
““‘“"""H"“““H““““H““““ —
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF042721.M Tue May 04 15:15:03 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heptadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.898 9.01 ng 548760 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tricosane 324 C23H48 000638-67-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2348 (15.898 min): BF123792.D\data.ms (-2343) (- m/z 57.00 100.00%
57.0

— ——
‘ 9.0 1411 15.50 16.00
ol 1wt “‘ Laths 20102522 8092 375. .., 43.05 57.47%
m/z--> 50 100 150 200 250 300 350
Abundance #105894: Heptadecane, 2-methyl-
43.0
5000 — —
15.50 16.00
5.0 m/z 71.05 52.47%
O T ‘ “ h \h‘\ “[ \]_\27\!0‘1\6!9 \()\2‘1!1\0\ 2\?4\9\ T ‘ L ‘ 1T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
= —
15.50 16.00
5000 ITI/Z 85.05 39.46%
9.0
0 | 1 h\ ) 141018302250 267.0 3380
— A T
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane — —
57.0 15.50 16.00
m/z 55.00 17.71%
h WAﬂﬂvfwvwmAf\WWWMWMﬂf
LT g0 0 man 00
oMWMMNwwwm_uw””_‘LH_H — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF042721.M Tue May 04 15:15:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown15.963 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.963 3.87 ng 235510 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1-methyl-1,3-... 222 C16H30 041851-35-8 46
2 Methanone, dicyclohexyl- 194 C13H220 000119-60-8 43
3 L-Valine, N-(3-methylbut-2-enoyl... 297 C17H31NO3 1000346-07-1 38
4 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 38
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 35

Abundance Scan 2359 (15.962 min): BF123792.D\data.ms (-2354) (- m/z 83.00 100.00%

41.0 T 7
‘ %5 01909 55613021 3641 16.00
ok~ \m‘n L \Mu bl um‘m‘\‘l H‘l“i\h\h\“\hh\}H“H\H‘H‘h Ayl ‘h Mmmuh\ ol ‘M‘\mi NS m/z 57.00 80.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #79578: Cydohexane 1,1'-(1-methyl-1,3-propanediyl)bis-
419 8390
5000 T
16.00
138.0 m/z 97.05 65.76%
WL o
O\\}‘\M“\“‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #56372: Methanone, dicyclohexyl-
83.0
—r
16.00
5000 ITI/Z 43.10 58.15%
‘ 20.0 194.0
ob—td e b
miz--> 50 100 150 200 250 300 350 400
Abundance #141927: L-Valine, N-(3-methylbut-2-enoyl)-, heptyl ester e
83.0 16.00
m/z 69.00 54.65%
5000 154.0 W
201 || w160 o7
T T T A ST R —r
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF042721.M Tue May 04 15:15:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Nonadecane, 1-bromo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.392 5.11 ng 311354 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 1-bromo- 346 C19H39Br 004434-66-6 93
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 86
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 86
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 72

Abundance Scan 2432 (16.392 min): BF123792.D\data.ms (-2428) (1 m/z 57.00 100.00%
57.0

5000 \pMVMWNAWJ\MMMWAJ%AM
RS
207.0 :
59.2 . 13.2
0 m‘u ‘ HMH G5 8182 8921wz 43.10 52.49%
mlz--> 50 100 150 200 250 300 350 400
Abundance #181211: Nonadecane, 1-bromo-
57.0
5000 — e
16.00 16.50
137.0 m/z 71.18 49.51%
O \“\ ‘\“ ‘ JJ \178\3\0‘\!\\%6\7\9\‘\\:3\4\'6‘\0\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
— =
16.00 16.50
5000 ITI/Z 85.00 36.93%
o \Jm902%o 309.0 365.0 436
A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #209567: Eicosane, 9-octyl- o ]
43.0 16.00 16.50
m/z 55.00 24.76%
5000
281.0
obd w (2950 210, | ss03920
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF042721.M Tue May 04 15:15:05 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Docosane, 11-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.980 2.87 ng 174709 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 80
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
4 Docosane, 11-decyl- 451 C32H66 055401-55-3 80
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80

Abundance Scan 2532 (16.980 min): BF123792.D\data.ms (-2528) (1 m/z 57.00 100.00%
57.0

1

5000
2070 17.00
2660 3261 [
oh m‘“,‘ L, ‘H‘ J‘mﬂ% it gl e o 220 A0 43010 65.52%
mlz--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000

—
17.00
m/z 71.10 54.55%
9.0
\L | | ;141.0183.0225.0267.0  338.0

\\‘\\\\‘\‘\\\’\\\x‘\\r\‘\\\\‘\\\\‘\

Ow“w el
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
——
17.00
5000 ITI/Z 85.05 44.48%
20 41 309.0
ol LA Li L 140 21002530 %090 se60
miz--> 50 100 150 200 250 300 350 400
Abundance #117646: Octadecane, 2-methyl- ——
57.0 17.00
m/z 55.05 20.44%
- WW
225.0
L e .
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF042721.M Tue May 04 15:15:06 2021 Page: 17



Data Path :

Data File : BF123792.D

Acqg On 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc

ALS vial : 11 Sample Multiplier:

Quant Method
Quant Title

TIC Library

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050321\

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 .beta.-Sitosterol

R.T. EstConc Area
17.486 7.31 ng 445016
Hit# of 5 Tentative ID

Concentration Rank 8

Relative to ISTD R.T.

Perylene-di2

1 .beta.-Sitosterol
2 .gamma.-Sitosterol

3 Cholest-5-ene, 3-ethoxy-, (3.bet...
4 17-(1,5-Dimethylhexyl)-10,13-dim...
5 1H-Imidazole-1-acetic acid, 2-me...

414
414
414
414
213

C29H500
C29H500
C29H500
C29H500
C8H11N304

Abundance Scan 2618 (17.486 min): BF123792.D\data.ms (-2611) (-

000083-46-5 83
000083-47-6 81
000986-19-6 44
1000210-86-9 42
013230-22-3 27

43.05 100.00%

43.0
5000 141.1
5.0
213.1 399.3 T
25913031 17.50
0Lt 57.10 68.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 17 50
107.0
1610 4 55.00  65.31%
213.0 303.0
MH 257. 354.0
O+ " T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
e
17.50
5000 5.0 m/z 141.05  46.05%
145.0 414.(
213.0 303.0
0 ‘\“ | ’M“
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- ¥ T
43.0 17.50
m/z 71.10 41.46%
5000
368.0
414(
213.0
LA Hm Ly, 290 2750 hg |
m/z--> 50 100 150 200 250 300 350 400 1750

8270-BF042721.M Tue May 04 15:15:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On : 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownl8.468 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.468 8.28 ng 504434 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 46
2 Fumaric acid, 4-methoxyphenyl pe... 292 C16H2005 1000344-74-2 43
3 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 27
4 Cyclobuta[1,2:3,4]dicyclooctene-... 248 C16H2402 069926-83-6 27
5 4-Decenoic acid, 3-methyl-, (E)- 184 C11H2002 022882-86-6 27
Abundance Scan 2785 (18.468 min): BF123792.D\data.ms (-2780) (- m/z 43.10 100.00%
43.1 124.1
5000
229.1
——
289.3 370.3412.. 18.50
ol m/z 124.05  94.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)-
124.0
43.0
5000
18.50
191.0 314.0 m/z 57.05 72.95%
ol Ll ulil iy M bl |
m/z--> 50 100 150 200 250 300 350 400
Abundance #137626: Fumaric acid, 4-methoxyphenyl pentyl ester
124.0
——
18.50
5000 m/z 55.05 47 .69%
71.0
169.0 292.0
0270\‘ A b \‘ ‘ ‘\ \2220 L
L L B e
miz--> 50 100 150 200 250 300 350 400
Abundance #10451: 4H-Pyran-4-one, 3,5-dimethyl- ——
124.0 18.50
m/z 71.05 39.77%
5000 56.0 MMW
m/z--> 50 100 150 200 250 300 350 400 18.50

8270-BF042721.M Tue May 04 15:15:10 2021 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123792.D

Acqg On 3 May 2021 22:19
Operator : JU/CG

Sample : M2219-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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|
Propane, 1,1-di... 2.193 6.1 ng 477568 1 6.804 1566720 20.0
Propane, 2-meth... 5.034 4.9 ng 385703 1 6.804 1566720 20.0
n-Hexadecanoic ... 11.869 3.1 ng 276962 4 11.333 1774470 20.0
Tetracosane 13.157 4.5 ng 303823 5 13.974 1340780 20.0
Dodecane, 2-met... 13.498 7.0 ng 471410 5 13.974 1340780 20.0
Sulfurous acid,... 13.827 20.0 ng 1342320 5 13.974 1340780 20.0
Heneicosane 14.145 10.7 ng 719246 5 13.974 1340780 20.0
Pentacosane 14.451 12.2 ng 819258 5 13.974 1340780 20.0
Heptacosane 14.757 12.0 ng 731887 6 15.427 1218270 20.0
Hexadecane, 3-m... 15.092 14.4 ng 879983 6 15.427 1218270 20.0
Heptadecane, 2-... 15.898 9.0 ng 548760 6 15.427 1218270 20.0
unknown15.963 15.963 3.9 ng 235510 6 15.427 1218270 20.0
Nonadecane, 1-b... 16.392 5.1 ng 311354 6 15.427 1218270 20.0
Docosane, 11-bu... 16.980 2.9 ng 174709 6 15.427 1218270 20.0
.beta.-Sitosterol 17.486 7.3 ng 445016 6 15.427 1218270 20.0
unknown18.468 18.468 8.3 ng 504434 6 15.427 1218270 20.0
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