LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32

Operator : JU/CG

Sample : M2539-01

Misc

ALS Vvial : 15 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124102.D\data.ms

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

# min  scan scan scan TY height area % max total
1 2.152 4 11 18 rVB 545580 702645 70.80%  7.089%
2 2.258 25 29 34 rBv2 11876 16971 1.71% 0.171%
3 5.093 508 511 517 rVB2 24837 28827 2.90% 0.291%
4 5.498 575 580 583 rBV 967382 878352 88.51% 8.862%
5 6.504 746 751 754 rBV 980769 888244 89.50% 8.962%
6 6.875 811 814 818 rBB 338986 257691 25.97%  2.600%
7 7.440 905 910 913 rBV 705975 637289 64.22% 6.430%
8 8.057 1013 1015 1028 rBV 57140 77767 7.84% ©.785%
9 8.157 1028 1032 1036 rVB 362866 317637 32.01% 3.205%
10 9.234 1211 1215 1218 rBV 1330485 992406 100.00% 10.012%
11  9.916 1327 1331 1334 rBV 415977 338880 34.15% 3.419%
12 10.698 1461 1464 1468 rBV 698023 595024 59.96% 6.003%
13 10.816 1480 1484 1489 rBV 17502 20530 2.07% 0.207%
14 11.398 1580 1583 1586 rBV 336765 295306 29.76%  2.979%
15 11.922 1669 1672 1675 rBV2 20676 19290 1.94% 0.195%
16 12.657 1794 1797 1802 rVB2 33381 33773 3.40% 0.341%
17 12.986 1849 1853 1856 rBV 915625 736664 74.23%  7.432%
18 13.216 1887 1892 1898 rBV6 13381 26815 2.70% 0.271%
19 13.386 1919 1921 1925 rBV5 11187 15786 1.59% 0.159%
20 13.433 1925 1929 1931 rVVv4 16269 26371 2.66% 0.266%
21 13.492 1936 1939 1941 rVB2 27042 27887 2.81% 0.281%
22 13.563 1946 1951 1952 rBV5 29740 37680 3.80% 0.380%
23 13.639 1952 1964 1968 rBV1e 106727 357040 35.98%  3.602%
24 13.886 2002 2006 2008 rBV2 44147 50353 5.07% 0.508%
25 13.910 2008 2010 2018 rVB4 51983 90600 9.13% 0.914%
26 14.039 2027 2032 2040 rVB 299738 312959 31.54% 3.157%
27 14.204 2056 2060 2063 rBvV2 34223 36185 3.65% 0.365%
28 14.327 2078 2081 2085 rVB6 13671 14786 1.49% 0.149%
29 14.510 2109 2112 2116 rVB 76410 67968 6.85% 0.686%
30 14.569 2116 2122 2131 rBV1e 38323 98805 9.96% 0.997%
31 14.821 2162 2165 2168 rVB 45823 45560 4.59% 0.460%
32 14.898 2176 2178 2185 rVB4 23615 28755 2.90% 0.290%
33 14.968 2187 2190 2193 rVB5 19610 20148 2.03% 0.203%
34 15.168 2220 2224 2228 rBV 127090 133952 13.50% 1.351%
35 15.333 2250 2252 2258 rVB6 13867 19541 1.97% 0.197%
36 15.463 2269 2274 2279 rBV9S 15540 38916 3.92% 0.393%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS Vvial : 15 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.527 2280 2285 2289 rVV3 242139 331686 33.42% 3.346%
38 15.557 2289 2290 2295 rVB 39744 32265 3.25% 0.326%
39 15.663 2306 2308 2316 rBV9 9809 13922 1.40% 0.140%
40 15.763 2321 2325 2329 rBVS 38789 50038 5.04% 0.505%
41 16.004 2361 2366 2373 rVB2 69819 109744 11.06% 1.107%
42 16.092 2376 2381 2383 rBV6 22179 39949 4.03% 0.403%
43 16.245 2405 2407 2410 rBv4 15287 16510 1.66% 0.167%
44 16.292 2410 2415 2421 rVB7 21725 50041 5.04% 0.505%
45 16.527 2449 2455 2459 rBV6 25731 44844 4.52% 0.452%
46 16.827 2500 2506 2510 rVB5 31045 57086 5.75% 0.576%
47 17.133 2554 2558 2564 rVB6 24961 46345 4.67% 0.468%
48 17.268 2579 2581 2584 rBvV4 9855 13170 1.33% 0.133%
49 17.339 2586 2593 2599 rvw4 40002 105690 10.65% 1.066%
50 17.680 2643 2651 2652 rBV3 70927 127365 12.83% 1.285%
51 17.845 2677 2679 2687 rVB8 41669 87972 8.86% 0.888%
52 18.039 2704 2712 2717 rBV9 34857 87052 8.77% 0.878%
53 18.209 2734 2741 2750 rVB8 107688 293917 29.62% 2.965%
54 18.539 2793 2797 2801 rBV7 20149 25238 2.54% 0.255%
55 18.674 2815 2820 2822 rBV6 52943 91488 9.22% 0.923%
Sum of corrected areas: 9911725
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 May 2021 20:32
: M2539-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052721\
BF124102.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 54.53 ng 702645 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 11 (2.152 min): BF124102.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000 431 /\
871 \\\‘\H\‘\\H‘H\\‘\H\‘\\
‘ ‘ 2.202.302.402.502.60
Obrrrerreprerrr b e e m/z 43.10 43.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R R R B R
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10  34.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S EEE LSS
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.08%
27.0
0 1], L 112.0 129.0
‘H_‘kuw‘uwuH‘HH_H‘“HWH‘WHH_‘H_HW‘HWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #734: N-Ethylformamide R aREa
30.0 2.202.302.402.502.60
73.0 m/z 41.10 14.75%
5000
44.0 58.0
0 |
ouw‘uﬂw HHMMMm‘w,w,mwwawm,w R EER aRE A RREaaE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.057 4.90 ng 77767  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Tetraethylene glycol 194 C8H1805 000112-60-7 50
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
Abundance Scan 1015 (8.057 min): BF124102.D\data.ms (-1013) (-) m/z 45.10 100.00%
45.1
5000
750 T ho5b0 850 840
101.0 : : : :
131.8
ol M!u Wm ww“ | J‘u“ A m/z 57.10  97.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T A A B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 47.59%
0 T \‘H“\‘\“‘H‘\ \‘!‘HH\ \‘1“\“ \“\‘ \19?\9 T \1\3\2\0‘ LA B
miz--> 20 40 60 80 100 120 140 160
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
7.80 8.00 8.20 8.40
5000 m/z 75.00 17.04%
29.0 75.0
100.0
ol w‘t i, Mw JT 1920 e
miz--> 20 40 60 80 100 120 140 160
Abundance #56804: Tetraethylene glycol “‘W““_‘M“H““‘
45.0 7.80 8.00 8.20 8.40
m/z 56.10 14.54%
5000
89.0
27.0
ol 0 00 L 20 seao [
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl3.639 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.639 22.82 ng 357040 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 43
2 Methenolone 302 C20H3002 000153-00-4 41
3 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C1OH13F3N20 1000129-15-8 38
4 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 30
5 2,2-Dimethyl-3-[3,7,12-trimethyl... 426 C30@H500 1000195-23-3 30

Abundance Scan 1964 (13.639 min): BF124102.D\data.ms (-1952) (- m/z 69.10 100.00%

69.1
123.1
5000
205.2
273.1
—r —r
‘ ‘ 426.1 13.50 14.00
oLk m/z 95.10  94.35%
mlz--> 50 100 150 200 250 300 350 400
Abundance #89138: 2-(4a,8-Dimethyl-6-ox0-1,2,3,4,4a,5,6,8a-octahy
g
41.0 93.0 191.0
5000 — —
13.50 14.00
{ m/z 55.10 88.70%
O\“\‘ ‘i .Hm‘ \“‘\\“\“\“‘%Pc‘)“““““““““
miz--> 50 150 200 250 300 350 400
Abundance #146558 Methenolone
12
—r —r
13.50 14.00
5000 79.0 m/Z 123.10 67.69%
% 1 2040 3020
el |
0 A ‘}n “Lw\ \U‘ ‘\\ \‘Hu il ‘ " “25%.‘0“\‘ | NN
miz--> 50 100 150 200 250 300 350 400 T
Abundance #88534: Imidazole, 4-methyl-5-[3,3,3-trifluoropropionylprc "W‘MM e MRS
95.0 13.50 14.00
m/z 109.15 63.08%
5000
42.0
165.0 234.0
0 H‘“W‘W‘ “‘M‘u“m_‘Ju_m_m_wwm it~ T —
mlz--> 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Undecane, 5-ethyl-5-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.22 ng 50353 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl-5-propyl- 226 C16H34 002755-07-9 50
2 10-Methylnonadecane 282 C20H42 056862-62-5 50
3 1-Iodoundecane 282 C11H23I 004282-44-4 47
4 Pentadecane 212 C15H32 000629-62-9 47
5 Tridecane 184 C13H28 000629-50-5 47

Abundance Scan 2006 (13.886 min): BF124102.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0

99.1 [N L
‘ | | 1412 176920732391 g4, 1350 14.00
oLb— U\ ‘M‘ \“\H - \‘I\H‘\H“h \‘\ H‘\ oy b i, L1 — o m/z 43.10 47 .55%
miz--> 50 100 150 200 250
Abundance #83049: Undecane, 5-ethyl-5-propyl-
57.0
5000 — —
13.50 14.00
141. . .20%
99.0 0 1850 m/z 71.00 40.20%
O ‘1“‘ \‘h‘ \‘H\ HL \“ T ‘\ r“ T “\ \‘ T “ LA B B B B B
miz--> 50 100 150 200 250
Abundance #129494: 10-Methylnonadecane
57.0
E ‘ T T ‘ T
13.50 14.00
5000 m/z 85.20 39.43%
99.0 154.0
0 ‘2‘7\\’:0\“‘ “‘\‘ u”\ ‘\H\‘ \‘\L - “\‘ e : ‘2‘67"0‘ :
m/z--> 50 100 150 200 250 {“Aﬁ
Abundance #128607: 1-lodoundecane jmﬂ o W‘ —
57.0 13.50 14.00
m/z 55.05 29.04%
5000
27T0 ‘ 99.0 155.0
S N N 7 Z I ¢ — —
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.910 5.79 ng 90600 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 50
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 50
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50
4 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 50
5 Phthalic acid, isobutyl 1-methox... 392 C23H3605 1000315-39-1 38

Abundance Scan 2010 (13.910 min): BF124102.D\data.ms (-2008) (-  m/z 105.00 100.00%
1

05.0 149.0
5000
412 ooty
L | 2058 | 2na o
ob——d bl il oy 0 m/z 149.00  86.88%
miz--> 50 100 150 200 250 300
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
5000
14.00
m/z 77.05 54.35%
51.0
O }‘ \h\““‘\ \”“\ Sam } \‘\ T \2‘1\1\0\ - \2\87\0‘\ T
miz--> 50 100 150 200 250 300
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
14.00
5000 ITI/Z 41.20 22.05%
51.0
0 w L NI 2070 250.0283.0
e e e e R
miz--> 50 100 150 200 250 300
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy P
105.0 14.00
m/z 55.05 21.31%
149.0
5000
ol5.0 SO . 193.0 236.0
e e e e —r
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 14
R.T. EstConc Area Relative to ISTD R.T.
14.510 4.34 ng 67968 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 78
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
5 Pentadecane 212 C15H32 000629-62-9 59

Abundance Scan 2112 (14.510 min): BF124102.D\data.ms (-2109) (-~ m/z 57.10 100.00%
57.1

5000 m
I T
113.1
‘ L ] 1553 2348 211 14.50
O bl ol o SRS m/z 43.05  63.75%
mlz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 —
14.50
m/z 71.10 46.65%
sd L L LTS 3090z 0as0s0s0 o
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0
I T
14.50
5000 ITI/Z 85.10 40.76%
0 I % |, 13901830 2350
e e e e
Miz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane i T
57.0 14.50
m/z 55.10 30.04%
- MMM
oLl 0 1]:01830225.02670309.0 366.0
T T e B e e R R ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl4.569 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.569 6.31 ng 98805 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 49
2 Cycloeicosane 280 C20H40 000296-56-0 47
3 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 38
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 35
5 1,22-Docosanediol 342 C22H4602 022513-81-1 30
Abundance Scan 2122 (14.569 min): BF124102.D\data.ms (-2116) (-] 56.95 100.00%

57.0
o WW
97.1
[ i T S
oL bl gy M“““”“‘ ‘ ‘HH I 55.10  65.23%
mlz--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
57.0
97.0
5000
14 50

83.10  61.45%

40
OlS.J ‘ ‘H\ “\‘ “‘ “‘ 1[. “ “‘\1‘78\2\0‘ \ \2\38\?\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane

55.0

1450
5000 7.0 69.10  53.30%
L s 13018202200 2800
Miz--> 50 100 150 200 250 300 350
Abundance #140820: Trifluoroacetic acid,n-tridecyl ester
69.0 1450
m/z 71.00 39.85%
5000
154.0
oH‘H L AR T R uadib
m/z--> 0 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Tetradecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.821 2.75 ng 45560 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 53
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 53
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 53
4 Hexadecane 226 C16H34 000544-76-3 53
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50

Abundance Scan 2165 (14.821 min): BF124102.D\data.ms (-2162) (-~ m/z 57.05 100.00%

57.0
5000

| h 52 2079 2501 1450 15.00
ALl ‘HW “”ﬁ\ﬂh“ﬂﬁ““““““‘ m/z 71.10 61.46%

m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0

5000
14 50 15 00
m/z 43.00 56.01%

lS(J I ‘ \‘ i d‘ I 1541 0 19§ 0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #134595: Octadecane, 1-chloro-
57.0

14 50 15 00
5000 m/z 85.15 35.20%

L W Fubd ‘9‘189 P??alﬂ 280
m/z--> 50 100 150 250 300 350
Abundance #205394.Snane,tnchmroodadecyh ”WV

57.0 14 50 15 00
m/z 56.00 16.11%

o

o

o

5000

0154 | F d%ﬂ%@ 1890231027303150 386.(

m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.169 8.08 ng 133952 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Eicosane, 3-methyl- 296 C21H44 006418-46-8 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2224 (15.168 min): BF124102.D\data.ms (-2220) (-, m/z 57.05 100.00%

57.0
5000
J l

13.1 1831 2391 15.00 15.50
0 \AM\\\\‘ T kA s m/z 43.10 51.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 — ——
15.00 15.50

m/z 71.10 47.41%

13.0
0 uh\ h%‘ J\ h‘\ 6\9\0\2\2\50 309.0 365.0 437.1
\\\‘\ f\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #207558: Sulfurous acid, butyl octadecyl ester
57.0

15.00 15.50
5000 ITI/Z 85.10 36.21%
11.0
Ll im0 00 awe
m/z--> 50 100 150 200 250 300 350 400 wwﬁuw
Abundance #129492: Eicosane =G e
57.0 15.00 15.50
m/z 55.05  23.90%
5000
0 wa 120 1690 2250 2820
I LA I e e IR — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.762 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.762 3.02 ng 50038 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-10-Pentadecen-1-0l acetate 268 C17H3202 1000130-85-0 49
2 Z-13-Octadecen-1-yl acetate 310 C20H3802 060037-58-3 47
3 1-Eicosanol 298 C20H420 000629-96-9 38
4 13-Methyl-12-tetradecen-1-o0l ace... 268 C17H3202 099798-78-4 38
5 Octadecanenitrile 265 C18H35N 000638-65-3 30

Abundance Scan 2325 (15.763 min): BF124102.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1

o Vﬁwwwj\wMJk%wwAwMNWW
e o
I ZOT 0 28‘2'1 15.50 16.00
ob——! ’\ M \H\ \‘\‘HH‘\H“‘HM‘H‘ LAy : L — m/z 43.00 66.70%
miz--> 50 150 200 250 300
Abundance #117472. Z-10-Pentadecen-1-o| acetate
43.0
82.0
5000 — —
15.50 16.00
208.0 m/z 82.05 66.00%
Nl240
0-—— H‘,“‘l“ ‘\h\“ T ;66\0} T h \2\4\1‘0\ L
miz--> 50 100 150 200 250 300
Abundance #153141: Z-13-Octadecen-1-yl acetate m Ww
55.0
gt
15.50 16.00
5000 m/z 69.00  62.94%
250.0
ot Ll LL Lm0 T o
miz--> 50 150 200 250 300
Abundance #143256.1—Emosanol T —
43.0 15.50 16.00
m/z 55.10 56.82%
[t
(o= “\“ L L \‘ ‘H ‘h\ \‘ \‘\ \\\ ‘\ §?q T ‘2‘5‘2"0‘ T —— —
m/z--> 50 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.004 6.62 ng 109744 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 80

Abundance Scan 2366 (16.004 min): BF124102.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1

2

5000
16‘00 |
127.1 .
259.0
o‘HuuluﬂWMww%‘?m‘M‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H m/z 43.10 62.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 —— :
16.00
m/z 71.05 54.81%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\WT\‘TF\WW\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
T
16.00
5000 m/z 85.05 30.87%

1] [f7:0197.0267.0  380.0
O M‘”\”‘w‘”‘w“w‘”‘M‘H\”‘w‘”‘w“w‘”‘w‘”\”‘

-

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57.0 16.00
m/z 41.10 20.33%
B WMVJM
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 dl-.alpha.-Tocopherol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.292 3.02 ng 50041 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 dl-.alpha.-Tocopherol 430 C29H5002 010191-41-0 64
2 Vitamin E 430 C29H5002 000059-02-9 58
3 3,6-Dimethyl-5-ox0-1,2,3,5-tetra... 165 C8H11N30 058910-42-2 47
4 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3 007472-18-6 43
5 1H-Purin-2-amine, 6-methoxy- 165 C6H7N50 020535-83-5 38

Abundance Scan 2415 (16.292 min): BF124102.D\data.ms (-2410) (- m/z 165.10 100.00%

165.1
5000
67.0 430.:

119.

H‘ ‘2311 | 16.00 16. 50
0 I L w/z 164.20 %
mlz--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocophero
165.0
5000
16.00 16.50
430 4300 /7 430.30 .30%
0 ‘\\ [,910 | 219.0 288.0 344.0 |
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #222347: Vitamin E
165.0
- ‘ﬂ‘ u
16.00 16.50
5000 43.0 mZ 67.00 %

o

' 430.(

l 11979 | 2100 2750 3410 |

A fn0, | 2190 2750 3410 |
miz--> 50 100 150 200 250 300 350 400

Abundance #34507: 3,6-Dimethyl-5-oxo0-1,2,3,5-tetrahydroimidazo[d,:

165.0 1600 1650
m/z 166.10 5.20%
5000
82.0
ol byl
m/z--> 50 100 150 200 250 300 350 400 16 00 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl6.827 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.827 3.44 ng 57086 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 38
2 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 37
3 Methanol, (1,3,5-triazine-2,4,6-... 258 C9H18N603 064124-21-6 30
4 Hexadecanal 240 C16H320 000629-80-1 22
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 22
Abundance Scan 2506 (16.827 min): BF124102.D\data.ms (-2500) (1 m/z 57.00 100.00%
57.0
96.0 207.1
139.0 — ——
M ‘ ‘ ‘ ‘ 237.0 g1 16.50 17.00
0 _W‘lu‘!_‘!H‘_mh“‘H‘!‘HJ‘”“HW‘HHH‘““ 1wz 82.20  65.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82955: Pentadecanal-
82.0
5000
16.50 17.00
10.0 m/z 43.05 64.50%
O }\W”H\‘HH‘H‘ll\\\’s\‘\\H‘HH‘HH‘\\H‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25441: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
— ——
16.50 17.00
5000 m/z 55.10 41.11%
0'
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109510: Methanol, (1,3,5-triazine-2,4,6-triyltris(methylim P ——
57.0 16.50 17.00
m/z 96.05 32.04%
181.0
5000 96.0
139.0 222.0
‘ ‘ H ‘ 258.0
ok bbb b by 1 M
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl7.133 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

17.133 2.79 ng 46345 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1000374-45-7 46
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 35
3 Nonane, 4,5-dimethyl- 156 C1l1H24 017302-23-7 35
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 35
5 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 35

Abundance Scan 2558 (17.133 min): BF124102.D\data.ms (-2554) (1 m/z 57.10 100.00%
57.1

5.2
‘ 12?'0 18355163 2733 315 17.00 17.50
N ‘M\\‘M‘\IM\‘H“\“HM LAl L wz ases  es.4ax
m/z--> 50 100 150 200 250 300
Abundance #12872: L-Homoserine lactone, N,N-dimethyl- WWW\WW
71.0
5000 T —
129.0 17.00 17.50
m/z 71.10 60.25%
27.0
0\‘\‘“‘?‘?”““‘\“\‘\i\\1\‘\\\\‘\www‘wwww‘ww
m/z--> 50 100 150 200 250 300
Abundance #38343: Decane, 3,6-dimethyl-
57.0
17i00 17}50
5000 m/z 41.05 39.14%
‘ ‘ 113.0
S S . S
m/z--> 50 100 150 200 250 300
Abundance #28438: Nonane, 4,5-dimethyl- e T
43.0 17.00 17.50
m/z 55.00 34.17%
5000 85.0 WM,MW
L] e
R A e e B O S o S T 1 T
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 15 unknownl7.339 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.339 6.37 ng 105690 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 35
2 2,3-Diethoxyquinoxaline 218 C12H14N202 057050-66-5 30
3 Acetic acid, 3-hydroxy-7-isoprop... 278 C17H2603 1000187-37-6 27
4 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 22
5 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14 138089-70-0 22
Abundance Scan 2593 (17.339 min): BF124102.D\data.ms (-2586) (-  m/z 218.30 100.00%
91.0 218.3
4L.0 137.0
5000 189.
280.¢
LA
Oy AL m/z 91.00 88.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7
218.0
5000 A —
17.00 17.50
m/z 203.20 70.71%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75594: 2,3-Diethoxyquinoxaline
218.0
17.00 17.50
5000 134.0 m/z 81.05 68.04%
75.0
29.0 90.0 ‘ ‘ ‘
0‘H_MqHQ%QMwkNMNHMNMWMMMMWMHMHWHH“HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126041: Acetic acid, 3-hydroxy-7-isopropenyl-1,4a-dime — —
43.0 95.0 218.0 17.00 17.50
m/z 41.00 63.98%
147.0
5000
“ ‘ 89. 260.0
NN I
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\

Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 .gamma.-Sitosterol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.680  7.68ng 127365  Perylene-diz 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-sitosterol 414 cooMse0 000083-47-6 53

2 .beta.-Sitosterol 414 C29H500
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500
4 Dihydrosarsasapogenin-5,17(20)-dien 414 C27H4203
5 Germacra-1(10),4,11(13)-trien-12... 232 C15H2002

Abundance Scan 2651 (17.680 min): BF124102.D\data.ms (-2643) (-]
43.0
105.2
5000
207.3
63.0 303.3
! RN
o111 I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0
213.0 303.0
0 A ’
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000
107.0 414.(
161.0 213.0 303.0
| H 257. 354.0
(o R
m/z--> 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0
5.0
5000
oL
m/z--> 50 100 150 200 250 300 350 400

8270-BF0O51421.M Fri May 28 14:05:30 2021

000083-46-5 47
1000210-86-9 46
096974-10-6 43
000553-21-9 35

m/z 43.00 100.00%

5

— —
17.50 18.00
m/z 81.10 67.85%

z

— —
17.50 18.00
m/z 55.05 63.76%

£

T —
17.50 18.00

m/z 105.20 61.92%

e —
17.50 18.00

m/z 57.10 53.35%

T —
17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 17 unknownl7.845 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.845 5.30 ng 87972 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2 1000280-67-7 25
2 Dihydrocoumarin, 4,4,5,7,8-penta... 218 C14H1802 039170-97-3 22
3 3a-Methyl-3,3a-dihydropyrrolo[3,... 218 C11H10ON20S 017163-68-7 12
4 Acetamide, N-(3-methylphenyl)- 2... 203 C9H8F3NO 1000307-30-9 11
5 [1,2,4]Triazolo[4,3-b][1,2,4]tri... 203 C8H5N5S 1000338-28-4 10
Abundance Scan 2679 (17.845 min): BF124102.D\data.ms (-2677) (- m/z 80.90 100.00%

80.9
203.1
5000{ 41.0
131.0 1630 2511281] - —
kL ) L ] s 10

0 HH,HH,HH“H“Hﬂu“u“uw‘uw ‘WH‘WH‘WHH‘H m/z 203.18  76.15%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6)
2038.0

%

5000

17.50 18.00

m/z 218.20  63.07%

4ﬁ0 830 131,0159.0 |
Ll " Lo bl

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75798: Dihydrocoumarin, 4,4,5,7,8-pentamethyl

o

=

208.0
Ll
17.50 18.00

5000 159.0 m/z 41.05 46.77%

41.0 91 ﬁ ‘
R h\ \H\ \‘ ‘\‘ M \‘ HH \‘H Y \ H ‘

m/z--> 20 40 60 80 100 120140 160 180200220240 260280
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzott

o

i

203.0 17.50 18.00
160.0 m/z 83.90  39.03%
5000
69.0
116.0
0 \}‘\‘\H\ ’ \;H\‘n\! " H‘ ! ‘H} : ‘\h; “ EH‘ ‘\\“\‘ : ‘\H}\‘ : “‘ : ‘ !\‘ : M FrrT
miz—> 20 40 60 80 100120140160 180 200 220 240 260 280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl8.039 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.039 5.25 ng 87052 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(2-Fluoro-phenyl)-2-methyl-6-0... 321 C17H20FNO4 1000296-49-0 37
2 4-Methyl-1,3-dihydro-2H-1,5-benz... 288 C16H24N20Si 1000331-96-3 22
3 5-Methyl-4-(0-tolyl)-2-thiazolamine 204 C11H12N2S 016942-68-0 22
4 Phenol, 3,5-bis(1-pyrrolidinyl)- 232 C14H20N20 016857-92-4 14
5 Iron, (2-thenoyl)dicarbonyl-.pi.-... 288 C12H8Fe03S 059308-03-1 14

Abundance Scan 2712 (18.039 min): BF124102.D\data.ms (-2704) (-1 m/z 69.00 100.00%

69.0
204.3
5000 147.2
287.1
356.9 414. P |
AL 1 |
ok LML EN PRI Pl L L nyz 20430 74.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #161911: 4-(2-Fluoro-phenyl)-2-methyl-6-oxo-1,4,5,6-tetr:
231.0
149.0
5000
18.00
321.0 m/z 231.00  74.28%
101.
90 Ol ludid | 12re0 L
0 HH“‘\H‘\“\‘r‘\‘\“‘“\“\‘\‘\ ‘\‘\\“\\‘HH‘\H\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #134392: 4-Methyl-1,3-dihydro-2H-1,5-benzodiazepin-2-c
231.0 M/\Q
TR
18.00
5000 m/z 93.10 48.78%
288.0
730 163.0 ‘ ‘
e Lo L L
miz--> 50 100 150 200 250 300 350 400
Abundance #63892: 5-Methyl-4-(O-tolyl)-2-thiazolamine —r— ‘
204.0 18.00
m/z 205.20 47 .24%
5000 128.0
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Naphthalene, decahydro-4a-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.209 17.72 ng 293917 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 56
2 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H280 1000140-32-9 53
3 Diepicedrene-1-oxide 220 C15H240 1000156-11-0 53
4 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 18
5 Thioctic acid 206 C8H1402S2 001077-28-7 14

Abundance Scan 2741 (18.209 min): BF124102.D\data.ms (-2734) (-, m/z 55.05 100.00%

55.0
121.2 205.2
5000
—— —
2‘57.1 3133 424 18.00 18.50
oL LI i T L wz121.15  65.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64517: Naphthalene, decahydro-4a-methyl-1-methylene
41.0 105.0 204.0
5000 WM\ U
18.00 18.50
‘ f m/z 205.15  59.78%
Of h“H “"“T‘\‘\"‘\‘\“\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400
Abundance #90922. 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyl
205.0
18.00 18.50
5000 ITI/Z 68.05 59.50%
109.0
ol 200 ibro
Miz--> 50 100 150 200 250 300 350 400 " f\ W m
Abundance #77540: Diepicedrene-1-oxide n‘ - il ‘ ﬂ
41.0 18.00 18.50
m/z 69.05 58.54%
5000
109.0
0 ‘ ‘MM \\H\\“\“‘u HH‘HH‘HH‘HH“H —— ——
mlz--> 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32

Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 20 unknownl8.674 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.674 5.52 ng 91488 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-6-methoxypyridine 124 C6H8N20 017920-35-3 30
2 2,4-Diaminophenol 124 C6H8N20 000095-86-3 30
3 Pyrimidine, 2-methoxy-5-methyl- 124 C6H8N20 017758-07-5 27
4 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 27
5 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 27

Abundance Scan 2820 (18.674 min): BF124102.D\data.ms (-2815) (-  m/z 124.10 100.00%

55.1 124.1
5000 229.2
289.3
173.3 370.5 M\’l\‘/\\)\\t\\/\”}t\\\\\‘\!\\\\
Rkl lor | 1] 1
owwu‘!‘“‘ Ml‘h‘““‘www_‘”“‘HHH‘ m/z 55.10  90.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10335: 2-Amino-6-methoxypyridine
124.0
5000 LI L L B Y O
18.40 18.60 18.80
81'1 m/z 43.00 77.88%
O‘lY“
m/z--> 50 100 150 200 250 300 350 400
Abundance #10328: 2,4-Diaminopheno
124.0
e
18.40 18.60 18.80
5000 ITI/Z 229.20 48.19%
79.0
28.
o“Mﬁp“uwu“m“wH_HWm_m_m,ww,”
m/z--> 50 100 150 200 250 300 350 400 /M A A ﬂ
Abundance #10353: Pyrimidine, 2-methoxy-5-methyl- Wﬁﬂ“ﬁ“““h““ﬂ
124.0 18.40 18.60 18.80
m/z 41.00 46.52%
67.0
5000
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124102.D

Acqg On : 27 May 2021 20:32
Operator : JU/CG

Sample : M2539-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.152 54.5 ng 702645 1 6.875 257691 20.0
Ethanol, 2-(2-b... 8.057 4.9 ng 77767 2 8.157 317637 20.0
unknown13.639 13.639 22.8 ng 357040 5 14.039 312959 20.0
Undecane, 5-eth... 13.886 3.2 ng 50353 5 14.039 312959 20.0
Benzoic acid, 2... 13.910 5.8 ng 90600 5 14.039 312959 20.0
Heptacosane 14.510 4.3 ng 67968 5 14.039 312959 20.0
unknown14.569 14.569 6.3 ng 98805 5 14.039 312959 20.0
Tetradecane 14.821 2.8 ng 45560 6 15.527 331686 20.0
Hentriacontane 15.169 8.1 ng 133952 6 15.527 331686 20.0
unknownl15.762 15.762 3.0 ng 50038 6 15.527 331686 20.0
Tetratetracontane 16.004 6.6 ng 109744 6 15.527 331686 20.0
dl-.alpha.-Toco... 16.292 3.0 ng 50041 6 15.527 331686 20.0
unknownl16.827 16.827 3.4 ng 57686 6 15.527 331686 20.0
unknownl7.133 17.133 2.8 ng 46345 6 15.527 331686 20.0
unknown17.339 17.339 6.4 ng 105690 6 15.527 331686 20.0
.gamma.-Sitosterol 17.680 7.7 ng 127365 6 15.527 331686 20.0
unknownl17.845 17.845 5.3 ng 87972 6 15.527 331686 20.0
unknown18.039 18.039 5.3 ng 87052 6 15.527 331686 20.0
Naphthalene, de... 18.209 17.7 ng 293917 6 15.527 331686 20.0
unknownl18.674 18.674 5.5 ng 91488 6 15.527 331686 20.0
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