LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117941.D

Aca On - 23 Nov 2019 1:51 Instrument :
Operator : JU BNA_F

Sample - K5839-07 ClientSampleld :
Misc - PHIPPS-BH-SW-01
ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.216 17 22 39 rvB 643535 920848 16.92% 1.873%
2 4.510 408 412 417 rBV 143195 155054 2.85% 0.315%
3 5.122 505 516 528 rVB 884253 1117224 20.53% 2.272%
4 5.522 579 584 587 rBVY 3823448 3556721 65.37% 7.233%
5 6.528 749 755 758 rBY 3913624 4169467 76.63% 8.479%
6 6.675 775 780 783 rBVY 4195307 4126415 75.84% 8.392%
7 6.904 815 819 822 rBVY 1453001 1218778 22.40% 2.479%
8 7.063 841 846 849 rBVY 3995300 3560608 65.44% 7.241%
9 7.463 909 914 917 rBVY 2607053 2772093 50.95% 5.637%
10 8.192 1033 1038 1041 rBvV 1750293 1673146 30.75% 3.403%

11 9.269 1216 1221 1224 rBV 5766155 5441029 100.00% 11.065%
12 9.663 1284 1288 1291 rBV 316762 284514 5.23% 0.579%
13 9.951 1332 1337 1341 rBV 2192593 1891910 34.77% 3.847%
14 10.745 1467 1472 1475 rBV 2784091 2646929 48.65% 5.383%
15 11.445 1587 1591 1594 rBV 2379431 1925934 35.40% 3.917%

16 11.469 1594 1595 1598 rVB 121031 56417 1.04% 0.115%
17 11.892 1663 1667 1671 rBV2 47713 63313 1.16% 0.129%
18 11.969 1676 1680 1684 rVVv 558522 571686 10.51% 1.163%
19 12.004 1684 1686 1692 rVB 148390 126093 2.32% 0.256%
20 12.145 1706 1710 1715 rBvV4 47447 66968 1.23% 0.136%

21 12.663 1795 1798 1810 rBV 184199 324674 5.97% 0.660%
22 12.751 1810 1813 1821 rBV 195604 219293 4._.03% 0.446%
23 12.851 1827 1830 1832 rBV 81800 66418 1.22% 0.135%
24 12.892 1832 1837 1842 rVB 133697 167294 3.07% 0.340%
25 13.039 1857 1862 1865 rBV 5194796 5121649 94.13% 10.416%

26 13.263 1895 1900 1902 rBV 65294 68120 1.25% 0.139%
27 13.510 1939 1942 1945 rVB3 59332 62344 1.15% 0.127%
28 13.933 2010 2014 2028 rVB 459647 580433 10.67% 1.180%
29 14.069 2033 2037 2038 rBV 165849 165861 3.05% 0.337%
30 14.092 2038 2041 2044 rVB 1329288 1149716 21.13% 2.338%

31 14.251 2064 2068 2074 rBV 113846 126363 2.32% 0.257%
32 14.557 2117 2120 2126 rBV3 341169 443989 8.16% 0.903%
33 14.721 2145 2148 2155 rVB2 59132 72654 1.34% 0.148%
34 14.874 2168 2174 2177 rBV 132454 151868 2.79% 0.309%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117941.D

Aca On - 23 Nov 2019 1:51 Instrument :
Operator : JU BNA_F

Sample - K5839-07 ClientSampleld :
Misc - PHIPPS-BH-SW-01
ALS Vial : 18 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\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.951 2184 2187 2191 rVB 142114 152627 2.81% 0.310%

36 15.021 2196 2199 2203 rVB5 46752 61387 1.13% 0.125%
37 15.145 2217 2220 2223 rBV 52609 77685 1.43% 0.158%
38 15.227 2230 2234 2237 rBV 307662 364250 6.69% 0.741%
39 15.257 2237 2239 2246 rVB2 115988 173946 3.20% 0.354%
40 15.521 2281 2284 2288 rVB 46902 56747 1.04% 0.115%

41 15.592 2291 2296 2300 rBV2 862526 1147691 21.09% 2.334%
42 15.833 2333 2337 2341 rBV3 52617 71908 1.32% 0.146%
43 16.080 2374 2379 2384 rBVY 202636 312607 5.75% 0.636%
44 16.139 2384 2389 2398 rBV2 104488 268164 4._.93% 0.545%
45 16.521 2449 2454 2463 rBV2 36487 94414 1.74% 0.192%

46 16.610 2466 2469 2474 rVB2 42796 66974 1.23% 0.136%
47 16.915 2516 2521 2528 rVB5 51463 102362 1.88% 0.208%
48 17.233 2570 2575 2582 rVB2 93555 183673 3.38% 0.374%
49 17.751 2654 2663 2676 rBV7 170704 632508 11.62% 1.286%
50 18.809 2836 2843 2853 rBV6 116680 340033 6.25% 0.692%

Sum of corrected areas: 49172799
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

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

Abundance TIC: BF117941.D

5000000

6.67

4000000 5.52 6.53 7.06

3000000
7.46

2000000
6.90

1000000 5.12

o | i

S i G S 0 G| D | s L s

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: BF117941.D
9{27

5000000

4000000

3000000 10.75

11.45
9.95

2000000 8.19

1000000

11.97

9.66
) | a7 R0 g5 12%@] 13.2¢

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: BF117941.D

5000000
4000000
3000000

2000000
14.09

1000000 15.59
13.93

14.56
13.51 14/p14.25 14.75988%s. 76 1580 1583 1664 161661 16,92 17.23 17.75 18.81

Time--> 13.50 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\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.22 15.11 ng 920848 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 23 (2.222 min): BF117941.D (-17) (-) m/z 73.05 100.00%
7B

-

5000
43
55 87
37 | 67 2.20 2.30 2.40 2.50 2.60
Ot e S0 e | M/Z 43.00  35.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05  26.54%
29
35 |l | 67 ||, 80
T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 24 _77%

Jd

-

. 79 .97 112 129
0 .,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.73%
5000 43
58
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 19

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

4.51 2.54 ng 155054 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 412 (4.510 min): BF117941.D (-408) (-) m/z 83.00 100.00%
55 83
5000 43 98
LA e
420 4.40 4.60 4.80
0 ...,....,....,..?7:|;':..‘.‘?'.|..-.,..‘?7.,...77.,.'...,....~,.... m/z 55.00 86.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IR A LR L AR
98 420 4.40 4.60 4.80
‘ m/z 98.00 35.81%
0 Jw L 49, , 61 67 77 | 89 ,
”'I"'W""I”"I"' USRI JUEL SO IURLE S
m/z--> 10 60 70 80 90 100
Abundance #3404. 2 Pentene, 3,4-dimethyl-, (E)-
55 83
a1 420 440 460 480
5000 m/z 43.00 33.95%
27 98
15 69
3 I .::h.34.a;:‘..??hkl SN X RN A .- S P
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one T T T T T
83 420 4.40 4.60 4.80
m/z 39.00 25.53%
43 55
5000
29 98
0 '”I'}?'P"'P'??I'”'I'"'P"'I'”'I""P"'I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 18.33 ng 1117220 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 516 (5.122 min): BF117941.D (-505) (-) m/z 43.00 100.00%
a3
59
5000
101 SN L U ———
480 500 520 5.40
83
o...,....,....,....',':...?.1.:!,...‘??....,.~...,...:,....,....,....,....,...., m/z 59.00 60.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 L L LR IR IR
59 480 500 520 540
m/z 101.00 23.99%
31 83 g3 101
R e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.86%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime O B e e
43 480 500 520 5.40
m/z 41.00 8.76%
5000
101
15 58
B 0 8 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.67 Concentration Rank 1

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

6.67 67.71 ng 4126420 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 779 (6.669 min): BF117941.D (-775) (-) m/z 132.00 100.00%
5000 68
40 o J " 640 6.60 6.80 7.00
54 . : :
o |7 er | sus o w/z 68.00 39.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBE AR RS UL S
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.04%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.87%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I EEE RS e R A Bdan
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.62%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.97 5.94 ng 571686 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1680 (11.969 min): BF117941.D (-1676) (-) m/z 73.00 100.00%

43 60 1

5000 129

b Al

213

207 296 11.60 11.80 12.00 12.20
m/z 43.00 83.13%

157171
43 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L LB L

11.60 11.80 12.00 12.20
m/z 59.95  79.94%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 T T T T T T
11.60 11.80 12.00 12.20

5000 129 m/z 55.00 65.57%

143 157 214

%

0
m/z--> 20 40 60 8I0 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid S S e e
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 65.46%
5000 129
185 228
‘ T7 01115 | 14357171 ‘ 199
0 ‘ “- ‘”‘ﬂh‘--t--‘-“- -“-‘--|‘----|---- T T --2?--3--‘--|----|- L i e
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.66 3.37 ng 324674 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 95
2 Pvrene 202 C16H10 000129-00-0 87
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 81
4 I-Leucine. N-methvl-N-(2-methoxv... 443 C25H49N0O5 1000328-54-8 47
5 I-Leucyl-I1-leucine, N,N"-dimethy... 528 C29H56N206 1000328-59-7 38
Abundance Scan 1798 (12.663 min): BF117941.D (-1795) (-) m/z 202.00 100.00%

5000

12.40 12.60 12.80 13.00

88 101

41 55 67 122 135 150 163174 189

0! m/z 200.00 21.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62828: Fluoranthene
202
5000 R ARV
12.40 12.60 12.80 13.00
101 m/z 202.95 15.96%

5 88

27 39 50 63 7 122134 150 163174 187

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62822: Pyrene
202
12.40 12.60 12.80 13.00
5000 m/z 201.00 14 .04%
101
o 39 51 63 75 88 | 122134 150 163174 187 ||
A e T e B e e e LR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e e e
202 12.40 12.60 12.80 13.00
m/z 101.00 10.14%
5000
oL 15 27 39 51 63 75 83 191113126137 150 163 176187 |
T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.28 ng 219293 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
Abundance Scan 1813 (12.751 min): BF117941.D (-1810) (-) m/z 72.95 100.00%
5000
12.40 12.60 12.80 13.00
0 m/z 43.00 97.38%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43
5000 129 NS UNIBA BN SN
o7 12.40 12.60 12.80 13.00
185 241 284 m/z 59.95 82.62%
157, | 207 7
0 o BRI B e S
m/z--> 50 100 150 200 250 300 350
Abundance #39473: n-Decanoic acid
60
a1 12.40 12.60 12.80 13.00
5000 129 m/z 57.10 74 .29%
87
0 |15| M: "‘l f l“ |'H| MI\]-]ES)I = ||1|53|1|72| T — T
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid R B
43 | 73 12.40 12.60 12.80 13.00
m/z 55.00 71.36%
5000 129
97 199 242
157
O}Qllllilwllmlhllplxl I{I{I .’J-E.;p.L.‘2.23..{|....|....|... e e
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF111319.M Mon Nov 25 17:34:35 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl2.89 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.89 2.91 ng 167294 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 95
2 Fluoranthene 202 C16H10 000206-44-0 87
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 53
4 1-Leucvl-I-leucine. N.N"-dimethv... 472 C25H48N206 1000328-59-4 40
5 I-Leucyl-I1-leucine, N,N"-dimethy... 458 C24H46N206 1000328-59-2 40
Abundance Scan 1837 (12.892 min): BF117941.D (-1832) (-) m/z 201.95 100.00%
202
5000
83 12.60 12.80 13.00 13.20
Ob el 57 69 7 | 11 126 139130 163178 m/z 200.00 20.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62823: Pyrene
202
5000 LRI B UL LN UL

12.60 12.80 13.00 13.20

101 m/z 201.00  18.60%

88
2939 51 63 75 ,“ 111122 134 150 163174 192

Ot S S e e R s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62828: Fluoranthene
202
R e
12.60 12.80 13.00 13.20
5000 m/z 203.00 16.87%
101
ol 27 39 50 63 75 88 | 111122 134 150 163174 187 M\
A A o e e et e ....“..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62832: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 12.60 12.80 13.00 13.20
m/z 100.85 12.19%
5000
88 101 150
28 39 51 63 75 8 111 126137 163174 187 M
e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

8270-BF111319.M Mon Nov 25 17:34:35 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Oxalic acid, isobutyl tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.93 10.10 ng 580433 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
Abundance Scan 2013 (13.927 min): BF117941.D (-2010) (-) m/z 57.00 100.00%

7

83 97

5000

:

13.60 13.80 14.00 14.20
m/z 43.00 91.80%

. 139154168183 200 230 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
7

3

5000

13.60 13.80 14.00 14.20
m/z 55.00 70.37%

29 85

111125 148 168 196

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
B SR B RE R EEEE
13.60 13.80 14.00 14.20
5000 43 m/z 83.10 65.65%
71
it 8o 111
0 \‘ Ll Ll \M \H : ‘u | 125139 154 196 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester e R B o R et
57 13.60 13.80 14.00 14.20
m/z 69.00 63.51%
5000 43
71
29 ‘ 85 ”
255
bbbyl b 25, 8 a2 200 B ) SA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14. 20

8270-BF111319.M Mon Nov 25 17:34:36 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .56 7.72 ng 443989 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2121 (14.563 min): BF117941.D (-2117) (-) m/z 57.00 100.00%
57
5000 | \
LN BUNR S B
141 169 254 14.20 14.40 14.60 14.80
Y- 197,225 234 283 m/z 71.05 69.85%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 D B BRI BN
Mmmmmmmm
m/z 43.00 65.90%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57
14:20 14.40 14.60 1480
5000 85 m/z 85.10 54 _.21%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1éo 260 2%0 360 350 '
Abundance #215181: 2-methyloctacosane T R TR
57 14.20 14.40 14.60 14.80
m/z 55.00 34.65%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 1450 1440 1460 1480 '

8270-BF111319.M Mon Nov 25 17:34:36 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.65 ng 151868 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2173 (14.868 min): BF117941.D (-2168) (-) m/z 57.00 100.00%
57
5000 85
127 ' 14.60 14.80 15.00 15.20
155 211
o..l,. Hn‘llq’gl~~.-.1.8:?,...2.4?..2?2],....,...., m/z 71.00 68.71%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 R BN DU B SURA B
14.60 14.80 15.00 15.20
- m/z 43.05 64 .05%
LU 3o 100 190 o o
m/z--> 55 100 1%0 260 2%0 300 3éo
Abundance #194493: Hexacosane
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 48 .34%
. ZFJ j |y MR 141 169 197 225 253 295 33 367
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #215181: 2-methyloctacosane R EABEBREE S s o
57 14.60 14.80 15.00 15.20
m/z 55.00 30.72%
5000 85
113
o 29| I | J ‘1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 260 2%0 360 3éo ' 14%0 1480 1500 1520

8270-BF111319.M Mon Nov 25 17:34:37 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Squalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .95 2.66 ng 152627 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
4 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 78
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 2187 (14.951 min): BF117941.D (-2184) (-) m/z 69.05 100.00%
69
41 ot e
14.60 14.80 15.00 15.20
I -ll 5”'.17.'. WAL 205220 20281 L "m/z 81.00 49.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 N BN SURBLLE B LI B
a1 14.60 14.80 15.00 15.20
137 m/z 41.00 22.92%
ol s xl My I el don 231 213299 s4ler
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14:60 14.80 15.00 15.20
5000 m/z 95.00 13.57%
41
95 137
o sy 217 163 101 217 245 273 299 341 367 410
m/z--> 56 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R e A EEERE
69 14.60 14.80 15.00 15.20
a1 m/z 68.00 11.49%
5000
95 123
L WP By e e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF111319.M Mon Nov 25 17:34:37 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.23 6.35 ng 364250 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2234 (15.227 min): BF117941.D (-2230) (-) m/z 57.00 100.00%
57
85
5000
U AN BUREUR AR B
141 169 15.00 15.20 15.40 15.60
ol ,I. ll *' A pa o A97 225 268 294 m/z 71.10 73.50%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 R DU UM SO B
15.00 15.20 15.40 15.60
29 m/z 43.00 61.97%
113
LU L 1 a0 107 205 208
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
15,00 15.20 15.40 15.60
5000 85 m/z 85.10 53.20%
. zfl‘ “ | M2 1491 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R T R T
57 15.00 15.20 15.40 15.60
m/z 55.00 21.35%
oL 3 “.\ J‘leﬁ3“l4l 169 197 % 267 204 323 352
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF111319.M Mon Nov 25 17:34:38 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 3-Octadecene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.26 3.03 ng 173946 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 87
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
3 1-Heneicosanol 312 C21H440 015594-90-8 80
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 80
5 n-Tetracosanol-1 354 C24H500 000506-51-4 72

Abundance Scan 2240 (15.263 min): BF117941.D (-2237) (-) m/z 83.10 100.00%

41
5000
145 166181 505 225 15.00 15.20 15.40 15.60
O.HP.”'.. m/z 97.00 95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104188: 3-Octadecene, (E)-
a9
5000 LIS L L L LB L B
15.00 15.20 15.40 15.60
m/z 69.00 95.39%
Obrrr 2
R RRRLES R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104187: 9-Octadecene, (E)-

55

15.00 15.20 15.40 15.60
m/z 55.00 93.50%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol e  RRRaE Bam s
55 83 15.00 15.20 15.40 15.60
m/z 57.00 75.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15 20 15. 40 15.60

8270-BF111319.M Mon Nov 25 17:34:38 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.45 ng 312607 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2379 (16.080 min): BF117941.D (-2374) (-) m/z 57.00 100.00%
57
L DAL SN SN SR
155 183 15.80 16.00 16.20 16.40
ol , “ 11 13‘}, plessss 8 m/z 71.05 66.62%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 A BN BN U B
15,80 16.00 16.20 16.40
m/z 43.00 58.26%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #194493: Hexacosane
57
15,80 16,00 16.20 16.40
5000 85 m/z 85.00 51.42%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R S
57 15.80 16.00 16.20 16.40
m/z 55.00 22.71%
h I J\/\/h)\’\lﬁ\‘/\f\\\’\w
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1éo 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Behenic alcohol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.14 4.67 ng 268164 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
Abundance Scan 2389 (16.139 min): BF117941.D (-2384) (-) m/z 57.00 100.00%
57 83
5000
4 139 167 1oio0g 231 267 15180 16,00 1650 16.40
0 m/z 83.10 85.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
5 83
5000 U BN B
15.80 16.00 16.20 16.40
- m/z 55.00 84 .00%
okl | 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
g5 83
15.80 16.00 16.20 16.40 |
5000 m/z 97.05 81.82%
29
o A 139 167 196 238 266 294
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R A REER R
57 83 15.80 16.00 16.20 16.40
m/z 43.00 77.82%
5000
29
ob il 167 195 222 250 280 308 336
m/z--> 25beb%mmmmmmmmmnmm%mmmmmmo ﬁmﬁmm%m%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Triacontane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.23  3.20ng 183673  perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 2574 (17.227 min): BF117941.D (-2570) (-) m/z 57.10 100.00%
g7
85
5000
113 17060 17520 17120 1750
141 169 197 229253 295 355 :00.17.20 17.40 17.
0...,.JJ R B T I T m/z 71.05 70.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000 LA L L L L L L L LB

17.00 17.20 17.40 17.60
m/z 43.05 62.30%

141 169 197 225

267 295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R RS R R e S
17.00 17.20 17.40 17.60
5000 85 m/z 85.00 54.97%
13 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
T T T T T T e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L T e o
57 17.00 17.20 17.40 17.60
m/z 55.00 26.23%
- 1 JMM
29 113
0 ‘J | | ;141 169 197 225 253 295 323 367
e e Tt o B e R RS R R e S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.75 11.02 ng 632508 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 22
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 15
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 11
Abundance Scan 2663 (17.751 min): BF117941.D (-2654) (-) m/z 43.00 100.00%
a3

g1 107

145 213

5000
255 303 329 g1 414 o
17.40 17.60 17.80 18.00
0+ m/z 55.00 67.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

5000

17.40 17.I60 17.I80 18.IOO
m/z 107.00  65.28%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
R N R N REEEE
17.40 17.60 17.80 18.00
5000 81 105 m/z 81.00 62.25%
145
18 213 329 44
73 255 303
0 MJ ‘\H 284 | 276 354 381
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212395: Ergost-7-en-3-ol, (3.beta.)- R B .
43 17.40 17.60 17.80 18.00
m/z 105.00 55.43%
255 400

5000

I I T
17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117941.D

Aca On : 23 Nov 2019 1:51

Operator :© JU

Sample - K5839-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Stigmast-4-en-3-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.81 5.93 ng 340033 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 95
2 Testosterone 288 C19H2802 000058-22-0 45
3 Androst-4-en-3-one. 17-hvdroxvy-.... 288 C19H2802 000604-39-7 43
4 Testosterone cvpionate 412 C27H4003 000058-20-8 43
5 Thiophene-2-sulfonic acid, (3-fl... 271 C11H10FNO2S2 1000311-21-1 38

Abundance Scan 2843 (18.809 min): BF117941.D (-2836) (-) m/z 124.00 100.00%

124

5000

o~

1840  18.60  18.80
o’ m/z 43.05 54.72%

m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124

5000

18.I 40 18.I60 18.I80
m/z 229.15  43.75%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124
288
18.40 18.60 18.80
5000 246 m/z 55.00 36.93%
a1 79 147
203
0 10 =0 P P
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be... e B
124 18.40 18.60 18.80
m/z 57.10 27 .19%
5000
288
91 147
£, ] |
0 e L s S e B
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112219\

Data File : BF117941.D

Acq On : 23 Nov 2019 1:51 Instrument :
Operator : JU BNA_F

Sample - K5839-07 ClientSampleld :
Misc - PHIPPS-BH-SW-01
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.22 15.1 ng 920848 1 6.90 1218780 20.0
3-Penten-2-one, 4. .. 4 .51 2.5 ng 155054 1 6.90 1218780 20.0
2-Pentanone, 4-hy... 5.12 18.3 ng 1117220 1 6.90 1218780 20.0
unknown6.67 6.67 67.7 ng 4126420 1 6.90 1218780 20.0
n-Hexadecanoic acid 11.97 5.9 ng 571686 4 11.45 1925930 20.0
Benzene, 1,1"-(1,... 12.66 3.4 ng 324674 4 11.45 1925930 20.0
Octadecanoic acid 12.75 2.3 ng 219293 4 11.45 1925930 20.0
unknownl12 .89 12.89 2.9 ng 167294 5 14.09 1149720 20.0
Oxalic acid, isob... 13.93 10.1 ng 580433 5 14.09 1149720 20.0
Heneicosane 14.56 7.7 ng 443989 5 14.09 1149720 20.0
Octadecane 14.87 2.6 ng 151868 6 15.59 1147690 20.0
Squalene 14.95 2.7 ng 152627 6 15.59 1147690 20.0
Nonadecane 15.23 6.3 ng 364250 6 15.59 1147690 20.0
3-Octadecene, (E)- 15.26 3.0 ng 173946 6 15.59 1147690 20.0
2-methyloctacosane 16.08 5.5 ng 312607 6 15.59 1147690 20.0
Behenic alcohol 16.14 4.7 ng 268164 6 15.59 1147690 20.0
Triacontane 17.23 3.2 ng 183673 6 15.59 1147690 20.0
-gamma.-Sitosterol 17.75 11.0 ng 632508 6 15.59 1147690 20.0
Stigmast-4-en-3-one 18.81 5.9 ng 340033 6 15.59 1147690 20.0
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