LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 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_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3300.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.375 247 253 261 rVB 469072 670207 14.73%  2.207%
2 5.228 392 398 411 rBV 1258948 1863156 40.95% 6.135%
3 6.811 660 667 689 rBV 1153308 1984313 43.62% 6.534%
4 7.616 797 804 812 rBV 407605 642074 14.11% 2.114%
5 8.763 992 999 1013 rBV 806899 1362508 29.95% 4.487%
6 10.393 1269 1276 1286 rBV 509886 863401 18.98%  2.843%
7 12.881 1692 1699 1714 rBV 2157031 3224218 70.87% 10.617%
8 13.722 1836 1842 1854 rBV 218243 326832 7.18% 1.076%
9 14.263 1927 1934 1942 rBV 765264 1173769 25.80% 3.865%
10 14.840 2029 2032 2043 rVB 33719 57614 1.27% 0.190%
11 15.016 2058 2062 2068 rBV 40875 58642 1.29% 0.193%
12 15.510 2142 2146 2156 rVB 28359 65305 1.44% 0.215%
13 15.757 2182 2188 2198 rVB 1568092 2306386 50.70% 7.595%
14 16.063 2237 2240 2248 rVB3 42993 70678 1.55% 0.233%
15 16.422 2296 2301 2313 rVB2 109423 237188 5.21% 0.781%

16 16.575 2323 2327 2331 rBV 31866 47329 1.04%
17 17.016 2396 2402 2407 rBV 969558 1369726 30.11%
18 17.933 2553 2558 2565 rBV 334663 520721 11.45%
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19 18.192 2597 2602 2605 rBV 262208 367972  8.09% 212%
20 18.233 2605 2609 2625 rVB 303698 549999 12.09% 811%
21 18.657 2674 2681 2695 rVB2 130771 401610 .83% 1.322%
22 18.980 2732 2736 2741 rVB 89626 110666 43%  0.364%

0.5947%

24 19.592 2834 2840 2845 rBV 3612267 4549325 100.00% 14.980%

8
2

23 19.169 2765 2768 2780 rBV 91929 180337 3.96%
0

25 19.692 2853 2857 2863 rVV3 51503 103377 2
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26 19.763 2864 2869 2880 rVB2 204204 456312 10.03%
27 19.875 2885 2888 2891 rBV2 43497 55614  1.22%
28 19.969 2900 2904 2919 rVB2 137009 349398 7.68%
29 20.622 3010 3015 3022 rVB 281354 468968 10.31%
30 20.833 3047 3051 3058 rBV 461507 602136 13.24%
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31 21.110 3093 3098 3111 rVB 1176425 1576865 34.66%
32 21.269 3123 3125 3130 rVB 48191 52814 1.16%
33 21.333 3132 3136 3148 rVB 307887 513841 11.29%
34 21.704 3196 3199 3207 rVB4 82109 167264  3.68%
35 22.039 3251 3256 3264 rVB 238792 480397 10.56%
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36 22.286 3294 3298 3300 rBV 94309 139841 3.07%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 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_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.663 3358 3362 3365 rBV 118525 159762  3.51% ©.526%
38 22.710 3366 3370 3379 rVB4 135484 303067 6.66% ©.998%
39 22.845 3388 3393 3401 rVB 190279 423339  9.31% 1.394%
40 23.227 3455 3458 3465 rVB2 109604 161766 3.56% ©.533%

41 23.321 3468 3474 3486 rVB2 712902 1350171 29.68% 4.446%

Sum of corrected areas: 30368908

8270-BP091520.M Sat Sep 19 06:01:38 2020 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003300.D\data.ms
3500000

3000000
2500000
2000000

1500000
5.228 6.811

1000000 8.763

10.393
500000 4.375 7.616

O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP003300.D\data.ms

19.592
3500000

3000000

2500000

12.881
2000000

15.757

1500000

1000000

500000

18.6575.080169 19.6

1483016 15.510|| 16.0636
Ve
Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP003300.D\data.ms

3500000

3000000

2500000

2000000

1500000 21.110

1000000

500000

O‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 2050 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.422 3.46 ng 237188  Phenanthrene-die 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 92
2 9-Ethoxy-10-oxatricyclo[7.2.1.0(... 224 C13H2003 1000187-02-8 45
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 43
4 Benzaldehyde, -2-ethoxy-5-methoxy 180 C10H1203 039206-04-7 38
5 4-Isopropylthiophenol 152 C9H12S 004946-14-9 35

Abundance Scan 2301 (16.422 min): BP003300.D\data.ms (-2296) (- m/z 137.00 100.00%
137.0

5000

-

77

—
16.50

m/z 124.00 70.01%

m 111998 267.9331.9 415.1 488.4549.

MMAAJKM |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno

137.0

N

7
16.50

m/z 180.00  65.10%

5000
7

L5?(Win“lydn

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance
137.0
——
16.50
5000 m/z 91.05 50.53%
79.0
196.0
e A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #45277: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- ——
137.0 16.50

m/z 178.00  37.71%

5000

65.0

ol ol \“I ‘w“
R S R S D S A S 7

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.933 7.60 ng 520721  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2558 (17.933 min): BP003300.D\data.ms (-2553) (- m/z 73.00 100.00%
5000 WJL
213.2
——
],
oAl “m‘hm L1, 28543466 4250 5366 ./, 6o.00 71.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
H 213.0 m/z 43.05 55.72%
‘\\\\1"‘\l\‘u‘\h\“\\“l\\‘\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
—
18.00
5000 m/z 55.05 54.44%
214.0
143.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid T
73.0 18.00
m/z 57.10 54.08%
5000
L } 199.0
L5, ,H‘MP\H L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.192 5.37 ng 367972  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 98
2 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 50
3 1H-Purine-2,6-dione, 1l-ethyl-3,7... 208 C9H12N402 039832-36-5 43
4 Benzene, 1,2,3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 41
5 5-(4-Methoxy-phenyl)-[1,3,4]oxad... 208 C9H8N202S 023766-26-9 38

Abundance Scan 2602 (18.192 min): BP003300.D\data.ms (-2597) (- m/z 208.05 100.00%

208.1
5000 137.0)
77.0 I

Al
bbb Mali i | 2669 | 3549 4484 549 ;165 0 52.88%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

o

5000 e s
18.00 18.50
65.0 137.0 m/Z 137.00 43.52%
hHA}lI}‘“L“J“h‘HJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
208.0
T =
18.00 18.50
5000 m/z 180.05 29.88%
77.0 145.0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68245: 1H-Purine-2,6-dione, 1-ethyl-3,7-dihydro-3,7-dim = e
208.0 18.00 18.50

m/z 177.00  25.38%

5000
109.0
42.0 ‘ \
‘HH \H ‘ ‘ ‘ ‘

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 4-Chloro-3-methoxy-1H-2-ben... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.233 8.03 ng 549999  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-methoxy-1H-2-benzopyr... 210 C10H7C103 024672-89-7 59
2 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 50
3 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 50
4 Thiophene, 2-isobutyl-5-isopentyl- 210 C13H22S 004806-10-4 50
5 5-tert-Butylpyrogallol 182 C10H1403 020481-17-8 38
Abundance Scan 2609 (18.233 min): BP003300.D\data.ms (-2605) (- m/z 167.05 100.00%
16V7.1
77'0 T ‘ T T ‘ T
h | 7 18.00 18.50
obbbhihidhl 4, 227.2285.1 357.0 4290 5048 /7 21p.10  92.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68948: 4-Chloro-3-methoxy-1H-2-benzopyran-1-one
167.0
5000 — e
18.00 18.50
111.0 m/z 154.00  36.88%
5‘01.91\"“ ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
167.0
= =
18.00 18.50
5000 m/z 149.00 33.20%
55.0
111.0
T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69047: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl) e =
167.0 18.00 18.50
m/z 182.10  28.53%
5000 Mmﬂwwmvwv/ﬂkwawNw\w
390 1100 | |
R BT o o B o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.657 5.86 ng 401610  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Heneicosane 296 C21H44 000629-94-7 81
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 76
4 Hexacosane 366 C26H54 000630-01-3 74
5 Docosane 310 C22H46 000629-97-0 74

Abundance Scan 2681 (18.657 min): BP003300.D\data.ms (-2674) (- m/z 57.10 100.00%

57.1
5000
117.0

‘ \|}Hl | 10.50 1900

\ 18.50 19.00
A 299.0355.041624761587.0 0 77 95 83.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0

5000 — e
18.50 19.00

m/z 85.10 70.54%

“l || 127.0 197.0 267.0 380.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
18.50 19.00

5000 m/z 43.10 52.29%
1270 1970 296.0 J\JJ
[ T [ T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- T —
57.0 18.50 19.00

m/z 117.00  32.46%

Lt n %2120 2810

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP@@3300.D

Acqg On : 16 Sep 2020 14:11

Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.169 2.29 ng 180337 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Docosanoic acid 340 C22H4402 000112-85-6 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2768 (19.169 min): BP003300.D\data.ms (-2765) (- m/z 73.00 100.00%

73.0
5000

241.2

19.00 19.50
] 3208 42904912

MNMJ\ it LR m/z 57.10 64.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 — —
185.0 19.00 19.50

m/z 60.00 64.32%

WLA “MHJJ Ll

A
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

%

73.0

—— ——
19.00 19.50
5000 m/z 43.10 62.38%
185.0

15.0

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

Abundance #177130: Docosanoic acid —— —

73.0 19.00 19.50
m/z 55.05 53.95%
5000
340.0
‘ 185.0

“HHM‘HQ“WwMJ»‘H‘ﬁswa‘ﬂ‘H‘W‘H‘M“W‘H‘, — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

BP0©3300.D
: 16 Sep 2020 14:11
: CG/JU
L4021-04
: 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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

Concentration Rank 10

8 Heptadecane, 9-octyl-

R.T. EstConc Area Relative to ISTD R.T.
19.763 5.79 ng 456312 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2869 (19.763 min): BP003300.D\data.ms (-2864) (- m/z 57.10 100.00%
57.1
2% M/L
—— —
H‘F 1071 2671 19.50 20.00
ow‘nH“Mm‘u o 2071 337.3394.3 461.5 5368 nm/z 71.10  89.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — —
19.50 20.00
m/z 85.10 66.65%
1 239.0
\\\"\‘\\\l‘\F\J\\J“\‘\\\‘\\\“\‘\\2\9\6‘\c\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—— —
19.50 20.00
5000 m/z 43.10 54.21%
127.0 1970 267.0 365.0 wvmwmﬂmf]\umw\MWNw
e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane 7 —
57.0 19.50 20.00
m/z 55.10 24.47%
o WJ\/\/\M
“\ | A27.0 197.0 267.0 380.0
‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“u‘u‘w‘u‘_‘u‘u‘w‘ e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270-BP091520.M Sat Sep 19 06:01:43 2020

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP0@3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Docosane, 11-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.622 5.95 ng 468968 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3015 (20.622 min): BP003300.D\data.ms (-3010) (- m/z 57.10 100.00%
57.1

- —
‘ X “ F o7 2 20.50 21.00
Obrk bk LLLL L 1972 2670 337.3399.1 4888549, 1/, 7116 86.19%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 = S
20.50 21.00
m/z 85.10 71.53%
127.0
| 1210 2100 3090467

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
57.0
20.50 21.00
5000 ITI/Z 43.10 53.22%
127.0 1970 206.0
e o e T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane 7 —
57.0 20.50 21.00
m/z 99.10 24.38%
5000 *MKMWAWMNJ\\MMAVWMVM
127
L1210 1970 2670 3650
"H‘,‘H"H“_‘“_"W"H“H“‘H“H“_“‘_“W‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BP091520.M Sat Sep 19 06:01:44 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.833 7.64 ng 602136 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 3051 (20.833 min): BP003300.D\data.ms (-3047) (- m/z 83.05 100.00%
83.0

-

5000
— —
P 30 2260 ‘ 20.50 21.00

o AMLLLEPED 2260 3272 41494751 549 o7 16 9p.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane

55.0
5000

T ‘ ‘
20.50 21.00
m/z 69.10 81.37%

L e

‘HH’HH‘\H‘\‘”HH“\H\‘HH“H\|HH|HH|HH|HH|\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance
83.0
— T
20.50 21.00
5000 ITI/Z 57.10 78.81%
19. 153.0 222,0280.0
T T [T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 “ 7
57.0 20.50 21.00
m/z 55.10 74.84%
5000
125.0
R INTHUMSM—— S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BP091520.M Sat Sep 19 06:01:44 2020 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP091620\

BP003300.D

: 16 Sep 2020 14:11
: CG/JU
L4021-04

: 5

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.333 6.52 ng 513841 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3136 (21.333 min): BP003300.D\data.ms (-3132) (- m/z 57.10 100.00%
57.1

- —
‘ ‘ J‘1&7.1 1071 2810 21.00 2150
bbby 2207 2810 351.2 41694751 849. 1/, 71 19 89.47%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 - R—
21.00 21.50
m/z 85.10 71.72%

| ‘ ‘ 1 J‘lf 70 1970 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

:

— —
21.00 21.50
5000 m/z 43.10  51.99%

127.0
211.0 281.0 352.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #219831: Triacontane “ 7
57.0 21.00 21.50
m/z 99.10 24.78%
- uL«
127.0
LD 1970 2670 33104220
[ A A e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BP091520.M Sat Sep 19 06:01:45 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 1-Hexadecanol, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.704 2.12 ng 167264 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 86
2 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 83
3 1-Tricosene 322 C23H46 018835-32-0 64
4 17-Pentatriacontene 491 C35H70 006971-40-0 64
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 59

Abundance Scan 3199 (21.704 min): BP003300.D\data.ms (-3196) (- m/z 57.10 100.00%

57.1
5000

50 207.0 281.0 T R
H\H\

| I\ " H 341.0401.7 474.9 548, 21.50 22.00
o "\\1‘““\“‘H\“m‘“\‘i“w iy “‘\‘\“‘\\H\HH\HH\HH\\ m/Z 71.10 93.03%

\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107668: 1-Hexadecanol, 2-methyl-
57.0

5000 —— S
21.50 22.00

m/z 85.10  73.65%

5.0
““F\"l2380‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

43.0

7 7
21.50 22.00

5000 m/z 69.10 71.24%
241.0
111.0
168.0
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene T —
57.0 21.50 22.00

m/z 83.10 70.33%

}TXAASZO 252.0 322.0

\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270-BP091520.M Sat Sep 19 06:01:45 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.039 6.09 ng 480397 Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 3256 (22.039 min): BP003300.D\data.ms (-3251) (- m/z 57.10 100.00%
57.1

%

5000
J‘ 239.2 3235 403.2 22.00
0 b HJ‘MHm‘u‘H‘uH‘_H‘_mwf‘???_?f‘?‘ m/z 71.10 91.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57.0
5000 i :

22.00
m/z 85.10 73.61%

11279 1070 2680
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance
57.0
\ \
22.00
5000 m/z 43.10 48.90%
127.0 1970 296.0 JJ\M
LR R R R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl- P ‘
57.0 22.00
m/z 99.10 25.93%
1
ALY aee 20 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

8270-BP091520.M Sat Sep 19 06:01:46 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP@@3300.D

Acqg On : 16 Sep 2020 14:11

Operator : CG/JU

Sample L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Squalene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.286 2.07 ng 139841 Perylene-di2 23.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 96
2 Supraene 410 C30H50 007683-64-9 93
3 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 975581-03-2 91
4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 90
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 87
Abundance Scan 3298 (22.286 min): BP003300.D\data.ms (-3294) (- m/z 69.10 100.00%
69.1
P o
| ’ 137.1 ya1s son3 22.00 22.50
b A\‘”Hﬂ«MJLWIW 2312 3221 3903 4911548) ./ g1.00  60.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
5000 e ——
22.00 22.50
m/z 95.05 18.69%
137.0
LT 203.0 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
P o
22.00 22.50
5000 m/z 41.10 16.68%
137.0
203.0 273.0 341.0 410.0
T T T T F T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosa P ——
69.0 22.00 22.50
m/z 137.05 14.63%
h JWM
137.0
MATVITVI LRI, O S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BP091520.M Sat Sep 19 06:01:46 2020 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
BP003300.D

: 16 Sep 2020 14:11
: CG/JU
L4021-04

: 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.663 2.37 ng 159762 Perylene-di2 23.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Hexadecane 226 C1l6H34 000544-76-3 95
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3362 (22.663 min): BP003300.D\data.ms (-3358) (- m/z 57.05 100.00%

57.0
5000
252.1

‘FF 050 573 22.50 23.00
AL ,3930, | 3373 40834751 549. 50 G0 op.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0

5000 — —
22.50 23.00

m/z 85.10 75.17%

LT 00 o
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

22.50 23.00

5000 m/z 43.10 55.98%
127.0  226.0 L“f\NNNV\AAV/\JNNM%
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141430: Eicosane, 2-methyl- T T
57.0 22.50 23.00

m/z 252.10  27.99%

253.0
J ‘ ﬁ Y /

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270-BP091520.M Sat Sep 19 06:01:47 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP@@3300.D

Acqg On : 16 Sep 2020 14:11

Operator : CG/JU

Sample L4021-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: 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 17 26-Nor-5-cholesten-3.beta.-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.710 4.49 ng 303067 Perylene-di2 23.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 94
2 Cholesterol 386 C27H460 000057-88-5 94
3 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 38
4 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 30
5 Oxalic acid, monoamide, N-(2-thi... 213 C9H11NO3S 1000309-62-9 30

Abundance Scan 3370 (22.710 min): BP0O03300.D\data.ms (-3366) (- m/z 97.05 100.00%
97.0
5000 275.3
—— —
39, 4291 4011 22.50 23.00
1
i A8 nyz 43,05 91.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000 L L
22.50 23.00
105.0 m/z 55.10 88.04%
TT \‘ “‘\“\H‘\“\‘ ‘ ‘\H‘\h‘\m\‘hll“ \m‘\”\J T \‘\‘\“‘\ \“\ T “ TTTT ‘l\‘\‘ \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
—— —
105.0 386.0 22.50 23.00
5000 275.0 m/z 83.10 84.84%
213.0
R B B o o o o e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7, —— ——
43.0 22.50 23.00
386.0 m/z 69.10  80.84%
5000 107.0 275.0
; Il I MM\mmm.ﬂ lpddl A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270-BP091520.M Sat Sep 19 06:01:47 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 18 20.Xi.-Lanosta-7,9(11)-dien... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.845 6.27 ng 423339 Perylene-di2 23.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 20.Xi.-Lanosta-7,9(11)-diene-3.b... 458 C30H5003 025116-58-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Pentacosane 352 (C25H52 000629-99-2 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3393 (22.845 min): BP003300.D\data.ms (-3388) (- m/z 57.10 100.00%

57.1
5000
— —r
‘ ” 1972 2821 22.50 23.00
bl H_JWW‘M““““3‘5‘1“1‘ 4213 4899548 n/z 71.10  91.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228911: 20.Xi.-Lanosta-7,9(11)-diene-3.beta.,18,20-triol
71.0 407.0
146.0
5000 291.0 o CoT
26.0 22.50 23.00
m/z 85.10 72.57%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
22.50 23.00
5000 m/z 43.10  49.49%
127.0
197.0 281.0 394.0 M\MJ
e T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- “ T
57.0 22.50 23.00
m/z 99.05 26.08%
h /\}UU\
239.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 19 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.227 2.40 ng 161766 Perylene-di2 23.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Octadecane 254 C18H38 000593-45-3 86
3 Octacosane 394 (C28H58 000630-02-4 86
4 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 83
5 Hexacosane 366 C26H54 000630-01-3 76

Abundance Scan 3458 (23.227 min): BP003300.D\data.ms (-3455) (- m/z 57.10 100.00%
7.1

5
5000

252.1

.
| } Hlfm Lo3.6 l s00s 23.00 23.50
L L 2902, ho 2023, 40094619 538.0  n ;71,10 87.05%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane
57.0

5000

m/z 85.10 68.74%

1o a0
N A Y O Ly 1
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

5000 m/z 43.10 48.08%
127.0 197.0254.0 &/\WVMAMJ\WwMWAVMV
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane T ——
57.0 23.00 23.50

m/z 99.05 25.93%

: JUN\/—
111 270 1970 2810  394.0

| Y =
LB L L L DL L L B LI B L BRI IR B T T

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091620\
Data File : BP©©3300.D

Acqg On : 16 Sep 2020 14:11
Operator : CG/JU

Sample : L4021-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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|
4-((1E)-3-Hydro... 16.422 3.5 ng 237188 4 17.016 1369730 20.0
n-Hexadecanoic ... 17.933 7.6 ng 520721 4 17.016 1369730 20.0
3,5-Dimethoxy-4... 18.192 5.4 ng 367972 4 17.016 1369730 20.0
4-Chloro-3-meth... 18.233 8.0 ng 549999 4 17.016 1369730 20.0
Heptacosane 18.657 5.9 ng 401610 4 17.016 1369730 20.0
Octadecanoic acid 19.169 2.3 ng 180337 5 21.110 1576870 20.0
Heptadecane, 9-... 19.763 5.8 ng 456312 5 21.110 1576870 20.0
Docosane, 11-bu... 20.622 6.0 ng 468968 5 21.110 1576870 20.0
Cyclohexadecane 20.833 7.6 ng 602136 5 21.110 1576870 20.0
Pentacosane 21.333 6.5 ng 513841 5 21.110 1576870 20.0
1-Hexadecanol, ... 21.704 2.1 ng 167264 5 21.110 1576870 20.0
Nonadecane 22.039 6.1 ng 480397 5 21.110 1576870 20.0
Squalene 22.286 2.1 ng 139841 6 23.321 1350170 20.0
Heneicosane 22.663 2.4 ng 159762 6 23.321 1350170 20.0
26-Nor-5-choles... 22.710 4.5 ng 303067 6 23.321 1350170 20.0
20.Xi.-Lanosta-... 22.845 6.3 ng 423339 6 23.321 1350170 20.0
Hexadecane 23.227 2.4 ng 161766 6 23.321 1350170 20.0
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