LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125627.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 11 19 24 rVB 3627015 4986254 80.04% 9.024%
2 5.504 576 581 584 rBV 2440821 2371759 38.07% 4.292%
3 6.498 746 750 753 rBV 1813361 1561323 25.06% 2.826%
4 6.887 812 816 819 rBV 1365312 1094798 17.57%  1.981%
5 7.445 905 911 914 rBV 3276210 3236537 51.96% 5.857%

6 8.069 1013 1017 1021 rBV 182393 165318 2.65% 0.299%
7 8.169 1029 1034 1036 rBV 1686971 1541031 24.74% 2.789%
8 9.245 1211 1217 1220 rBV 6643029 6229492 100.00% 11.274%
9 9.922 1328 1332 1335 rVB 2166406 1743176 27.98%  3.155%
10 10.710 1461 1466 1469 rBV 3879320 3474390 55.77% 6.288%

11 10.804 1478 1482 1485 rBV 436240 431268 6
12 10.839 1485 1488 1494 rVB2 155115 187154 3
13 11.069 1514 1527 1528 rBV9 77657 212844  3.42%
14 11.157 1528 1542 1543 rBV 494218 1207802 19.
15 11.174 1543 1545 1546 rBV 116361 102974 1

ONOOO
w
o]
%]
R

16 11.304 1565 1567 1574 rVB 125968 140485 2.26%
17 11.404 1580 1584 1587 rBV 1932841 1675328 26.89%
18 11.933 1668 1674 1678 rBV 739303 1004192 16.12%
19 12.169 1706 1714 1728 rVB2 227952 832317 13.36%
20 12.639 1787 1794 1797 rBV6 148140 347050 5.57%
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21 12.716 1802 1807 1827 rVB 1964917 3282040 52.69%
22 12.992 1850 1854 1857 rBV 5581473 5328242 85.53%
23 13.280 1896 1903 1914 rBV 533241 1122456 18.02%
24 13.904 2005 2009 2015 rVB 183770 286109  4.59%
25 14.010 2021 2027 2030 rBV 672210 1121347 18.00%
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26 14.039 2030 2032 2036 rVB 1261141 1053189 16.91%
27 14.586 2120 2125 2130 rBV 776106 1177822 18.91%
28 14.639 2130 2134 2143 rVB2 784431 1383596 22.21%
29 14.939 2181 2185 2189 rBV6 78265 156375 2.51%
30 15.168 2217 2224 2243 rVB2 502810 1086577 17.44%

R ONNR
U
()
2
R

31 15.515 2274 2283 2287 rBV 970062 1262772 20.27%
32 15.827 2329 2336 2343 rVB 295593 634131 10.18%
33 15.915 2345 2351 2361 rBV3 116031 342017 5.49%
34 16.233 2397 2405 2430 rBV3 468801 1603547 25.74%
35 16.574 2456 2463 2473 rVB2 212882 587996  9.44%
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36 16.974 2522 2531 2542 rBV2 489077 1307658 20.99%  2.366%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc

ALS vial : 4 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.474 2609 2616 2627 rVB2 124713 374675 6.01% 0.678%
38 17.615 2633 2640 2656 rVB2 87099 319523 5.13% ©.578%
39 18.539 2789 2797 2810 rVB2 80375 281599 4.52% 0.510%

Sum of corrected areas: 55257163
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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2000000
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o

Time-->
Abundance
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4000000

3000000

2000000

1000000

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092421\

BF125627.D
: 24 Sep 2021 18:41
Ju/CG
¢ M3911-01
: 4 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF125627.D\data.ms

2.199

7.445

5.504

6.498
6.887

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

TIC: BF125627.D\data.ms
9.245

12.992
10.710

9.922 11.404 12.716

804 ﬂﬁ \J
E83<.11 4.1.30

8.169

12.6

0
Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time-->
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‘ —T T T T = o — — — e
10.00 1050 1100 11.50 12.00 12.50 13.00
TIC: BF125627.D\data.ms

8.00

14.039

4o 114689 15.515
15. 168 16.233 16.974
1 14.939 - 15 16.574 17 474615 18 539

T T ‘ T T T ‘ T T T T T T T T ‘ T T T T
13 50 14 00 l4 50 15 00 15 50 16 00 16 50 17.00 17.50 18.00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
2.199 91.09 ng 4986250 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance  Scan 19 (2.199 min): BF125627.D\data.ms (-11) (-) m/z 73.05 100.00%

3.0
5000
43.0
87.1
e Aaman e
o1 2.20 2.40 2.60
Ok B2 e m/z 43.05  33.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B B B B B
2.20 2.40 2.60
43.0 9
‘ 87.0 m/z 87.10 26.13%
29.0 L
\‘H\”“HH“‘f‘\‘f\‘\f\‘fg“-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S .
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.10 25.19%
27.0
S A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60
m/z 71.05 11.37%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60

8270-BF092421.M Mon Sep 27 08:03:56 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2(3H)-Benzothiazolone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.804 5.15 ng 431268  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 52
3 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 46
4 6-Methyl-7-ox0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 43
5 5-Fluoro-2-pyrimidinecarbonitrile 123 C5H2FN3 038275-55-7 43
Abundance Scan 1482 (10.804 min): BF125627.D\data.ms (-1478) (1  m/z 150.95 100.00%
150.9
96.0
5000
1050 il‘oo‘
52.0
0Lt ik do b 41921 38Li ; 96.00  75.44%
m/z--> 50 100 150 200 250 300
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
5000
10. 50 11 00
m/z 123.00 2.01%
45.0
\\\‘“\““ H‘h‘“ ‘h \\h\\ h\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0
1050 1100
5000 ITI z 69.00 %
96.0
45.0 ‘ ‘
N U U S —
miz--> 50 100 150 200 250 300
Abundance #28655: Thieno[2,3-b]pyridine-N-oxide
151.0 1050 1LOO
m/z 121.95 1.47%
5000
96.0
45.0
m/z--> 50 100 150 200 250 300 10. 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1,4-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.157 14.42 ng 1207800  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 90
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 87
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 59
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43
Abundance Scan 1542 (11.157 min): BF125627.D\data.ms (-1528) (-] 70.10 100.00%
70.1
149.0
261.1
5000
‘ ‘ 196.1 11 OO 11 50

ol 1 oL dasel L w/z 149.00  71.31%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)

70.0
112.0
5000 67.0 11 OO 11‘56
' 261.0 :

m/z 261.10 59.41%
| |

2 )]
T “\ T ‘ T . \ T “ L T \‘ ‘ T ‘ T ‘\ T \ ‘ \ \ T ‘ T T ‘ T 3\3\3\()‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

T [N
112.0 11.00 11.50

5000 261.0 112.10 52.03%
67.0
29.
ﬁﬂ ‘ L h “‘ | 2070 | 3403070
i bt e e e
m/z--> 50 100 150 200 250 300 350
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester
0.0 261.0 11 OO 11 50
1120 m/z 167.80  37.56%
5000
167.0
229 || | | | A "

m/z--> 50 100 150 200 250 300 350 11 00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.933 11.99 ng 1004190 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 1674 (11.933 min): BF125627.D\data.ms (-1668) (1  m/z 73.00 100.00%

43.1
5000 129.0
213.2 —
‘ 171 ‘ 256.1 12.00
) W‘w . ““ bl mjz ee.e0 82.58%
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 !
213.0 12f00
M 1710 m/Z 43.10 77 .20%
: ‘\“ \“\‘u‘u‘ M L HhH\ H‘\ | ‘\ L “ “\‘\‘ ‘\‘ . “‘ S
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
e
43.0 12.00
5000 129.0 m/z 57.10  67.55%
171.0
1y
: ‘\‘ H‘\‘M MH‘ L wm“\ bl al “ ‘n“ L “‘ | “\‘ e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 62.56%
5000 129.0
‘ 199.0 2420
M ‘16ﬂ0‘ L‘ “w‘ . —
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.169 9.94 ng 832317 Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 1714 (12.169 min): BF125627.D\data.ms (-1706) (-} m/z 57.10 100.00%

57.1
5000
1200 12:50
141 1 197.2 . !
“‘ijh‘“wh‘¢J‘u\‘9y‘??9ﬁ“““‘H““‘ m/z 71.10  64.98%
mi/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
12.00 12.50
9.0 m/z 43.10 58.36%
T '\d\ “‘ \h‘\ h“ \“‘ \]T\ “ ‘\%8\3\?2\2\5\9‘ T \?9\6‘\0\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
12.00 12.50
5000 ITI/Z 85.10 51.10%
T A AL o B e e R
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- — —
57.0 12.00 12.50
m/z 99.05 17.27%
5000
9.0
L] 19101830995 0567, 0309.0_ 3650
“““““““H““““H“ e LA — —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Carbonic acid, but-2-yn-1-y... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.639 4.14 ng 347050  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, but-2-yn-1-yl tet... 310 C19H3403 1010383-20-9 53
2 Palmitoleic acid 254 C16H3002 000373-49-9 50
3 Pentadecafluorooctanoic acid, un... 568 C19H23F1502 1010406-04-1 49
4 Oleic acid, eicosyl ester 563 C38H7402 022393-88-0 45
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 44

Abundance Scan 1794 (12.639 min): BF125627.D\data.ms (-1787) (1  m/z 55.05 100.00%

55.0
5000
129.0
—— —
191.0241.2 12.50 13.00
- w“,‘ ’ m/z 43.10 91.39%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #212062: Carbonic acid, but-2-yn-1-yl tetradecyl ester
57.0
114.0
5000 — —
12.50 13.00
m/z 41.10 87.34%
T \H\ ‘\“" T ‘J“AN‘ “U rJh\ i 1[6\?\0\ h‘ T \2\4\1‘0\\ \\\?):‘I-\O\c\)\ LA B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #140796: Palmitoleic acid
55.0
—— —
12.50 13.00
5000 ITI/Z 69.10 75.82%
’ 11.0
236.0
— \“ " I! h!”\ 165-0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #344981: Pentadecafluorooctanoic acid, undecy! ester — T
43.0 12.50 13.00
m/z 57.10 74.55%
5000
7.0
154.0
{ ‘ J‘ } || 219.0 281.0 369.0 455,
R o A A e e AR —— —
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.716 39.18 ng 3282040  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 1807 (12.716 min): BF125627.D\data.ms (-1802) (1  m/z 73.00 100.00%

43.1 73.0
5000 129.0
185.1 241.2 T ]
‘ ‘ 284.¢ 12.50 13.00
! Hh“‘ Mol SR I N T ¥ m/z 43.10  85.25%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C — —
185.0 241.0 12.50 13.00
m/z 60.00 77.90%
— \‘[‘ \;‘H ‘n‘u UMH‘H‘\“‘ M‘Mu‘\ ] H“‘ P ‘L e “ - “ 1 ‘\‘ : “‘
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
T S
12.50 13.00
5000 m/z 57.10  75.60%
129.0
213.0
b 8]
‘J;J‘ hhﬁwwmwwﬂw N“\j\ b ““‘
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
43.0 m/z 55.10 65.77%
5000
129.0
185.0 228.0
““ \“J‘u‘u“ ‘ML‘M ‘\ o I “\‘ b ‘\‘ —— — s
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dotriacontane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.280 21.32 ng 1122460 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90

Abundance Scan 1903 (13.280 min): BF125627.D\data.ms (-1896) (1  m/z 57.10 100.00%
57.1

5000 JL
1300 1350
1691 : :
H “uﬁ‘ MH 222 2953 . m/z 71.10 72.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 T —
13.00 13.50
m/z 43.10 56.47%
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 52.94%
I ‘\ “\ H‘ \‘ ‘ ‘ \ \ \225 o 295 0 351.0 449.1
e ““‘H [ R LR EREEEEE S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T T
57.0 13.00 13.50
m/z 55.05 20.85%
- \“/J\Nw
13.
| ‘L | 1130 169.0 225.0 281.0 337.0 394.0
ey H“H‘,‘H“H“‘H“_“‘_“w“‘w‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50

8270-BF092421.M Mon Sep 27 08:04:01 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Diethylene glycol dibenzoate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.904 5.43 ng 286109 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 78
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 72
4 Phthalic acid, di(hept-4-yl) ester 362 C22H3404 1000356-80-0 47
5 N-(5-Pyrimidinyl)benzamide, Ac d... 241 C13H11N302 1000504-27-8 18

Abundance Scan 2009 (13.904 min): BF125627.D\data.ms (-2005) (1  m/z 149.00 100.00%

105.0 149.0
5000
77.0

14 OO

45, . 241.1
e B0 e RTS8 24T 2 105.00  89.10%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000
77.0 14 00

m/z 77.05 34.79%

27.0 | | | | 179.0
H\’HH’\H\‘HH‘\H\‘\H\‘HH’HH‘H\\‘HH‘\H\‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0

1400
5000 ITI/Z 149.95 10.82%
77.0
150 40 || | 179.0 209.0237.0 267.(
PRt e P e T T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0 14.00
105.0 m/z 51.00  7.60%
5000
77.0
45.0
SRR SUS U OO [UUSUOUNSSOSUN B 117 Y i ol
m/z--> 20 40 60 80 100120140160180200220240260 14. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.586 22.37 ng 1177820 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2125 (14.586 min): BF125627.D\data.ms (-2120) (1 m/z 57.10 100.00%
57.1

5000 \AJ\waAJL\NWA/“\
1450 |
4101832 :
ol “u 1 ‘L M Fiaoge252 2951 3653 nyz 71.10  72.38%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — :
14.50
9.0 m/z 43.10 54.82%
AL H | 141.9183.0225.0267.0309.0 3650
\\\\‘\\ \\\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T \
14.50
5000 ITI/Z 85.05 54.76%
9.0
15.0 ‘ 1l i L 141018302250 296.0
I e S AL o st S
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ‘
57.0 14.50
m/z 55.10 21.79%
B ’NwJ«VVmNﬂAkRMLMAWW
L H | 141 0183.0225.0 281.0 337.0 394.
““‘““‘H““‘“““““““““““‘ ——
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@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.639 26.27 ng 1383600 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 C30H6002 018206-97-8 84
2 Triacontyl acetate 480 C32H6402 041755-58-2 72
3 Octacosanol 410 C28H580 000557-61-9 70
4 Triacontan-15-ol 438 C30H620 031849-26-0 64
5 17-Pentatriacontene 491 C35H70 006971-40-0 60

Abundance Scan 2134 (14.639 min): BF125627.D\data.ms (-2130) (1  m/z 43.10 100.00%

43.1
7.1
5000
9.0 394.4
[ - [ -
2111 275.1 14.50 15.00
T “ Ihih‘\“““\‘h\l\‘\‘\\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\ m/z 57.10 93'78%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
5000 LT N
14.50 15.00
m/z 83.10 82.16%
| ‘“ I “ lh ‘h A ‘209 0264.0 320. 0 392.0 452.0

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

Abundance #334198: Triacontyl acetate
43.0

| h“ 1‘ 209.0 264.0 334.0 420.0 480.!
A b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol

57.0 14.50 15.00

m/z 97.10  74.95%

%

97.0

14.50 15.00

5000 m/z 55.10  78.86%

%

5000 111.0

L { h 1‘ 1‘16702220 2920 392.0

m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00

~
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.168 17.21 ng 1086580 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 90

Abundance Scan 2224 (15.168 min): BF125627.D\data.ms (-2217) (- m/z 57.10 100.00%
57.1

> \ML
— —
‘ | ilw 169.2 2252 15.00 15.50
‘mmm_‘\wh e 2951854 . m/z 71.10  73.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 — ——
15.00 15.50
m/z 85.10 57.76%
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
— .
15.00 15.50
5000 ITI/Z 43.10 53.20%
1
H“‘ ““H‘,“ A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —— —
57.0 15.00 15.50
m/z 55.10 21.12%
- \/\M\/k—/\vw/%
! ‘ ‘\‘ “]ﬂ | | 1690 2250 2050 3510 449.
‘H“‘““‘H,"H““w“‘w“‘w““_“‘w —— —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50

8270-BF092421.M Mon Sep 27 08:04:03 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.827 10.04 ng 634131 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2336 (15.827 min): BF125627.D\data.ms (-2329) (1 m/z 57.10 100.00%
57.1
> JM\
' 15.50 16.00
41.0 . .
- “‘ | u“w‘“‘ 13 148322251 2051 3812 .., 7119  73.73%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
15.50 16.00
m/z 85.05 56.83%
L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #336598: Hexacosane, 1-iodo-
57.0
— ——
15.50 16.00
5000 m/z 43.10 50.42%
155.0
| \‘\ “M H “ ‘ ‘ [ 1 ]\-9702390281032303650 m
R e L T
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- “ —
57.0 15.50 16.00
m/z 55.05 20.23%
h kww“/Vmwﬂ/\/\ﬁﬁwﬁj\v
155.0 281.0
197.00300%%10 I
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptacosyl acetate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.915 5.42 ng 342017 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Octacosanol 410 C28H580 000557-61-9 90
4 1-Tetracosene 336 C24H48 010192-32-2 90
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90

Abundance Scan 2351 (15.915 min): BF125627.D\data.ms (-2345) (1  m/z 57.10 100.00%
57.1

—
L, s o
i & ‘,wwww‘ e m/z 83.05 80.64%
miz--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate
43.0
97.0
5000 U
16.00
m/z 97.10 80.52%
L d \‘ \m‘ﬁ 20.209.0 264.0 3200 378.0424.0
\\\‘f\\\‘ ’\\\\‘\\\\\\\\‘ \\‘\\\ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
—r
16.00
5000 m/Z 43.05 71.16%
11.0
169.0
L | |70 2m0sa0 s
miz-> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol T
57.0 16.00
m/z 55.05 68.14%
o WAJVMW//K/MAAW”j\%”W
.d hhm¢\‘70 222.0 292.0 392.0
Cer “‘ it e —r
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 .beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.233 25.40 ng 1603550 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 Campesterol 400 C28H480 000474-62-4 64
4 5-Cholestene-3-0l, 24-methyl- 400 (C28H480 290299-12-6 58
5 (3S,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 51

Abundance Scan 2405 (16.233 min): BF125627.D\data.ms (-2397) (1  m/z 43.10 100.00%

107.1
213.2
5000 591
303.3
414. — —
L) 250 0 354.2 16.00 16.50 .
el el m/z 57.05 69.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 7 ——
107.0 414 16.00 16.50 .
161.0 m/z 107.05 66.02%
© 2130 303.0
i 257. 354.0
T ‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— ——
16.00 16.50
5000 5.0 m/z 105.00 64.93%
145.0 414.(
213.0 303.0
: ‘\“ | ‘U“
miz--> 50 100 150 200 250 300 350 400
Abundance #302694: Campesterol T ——
43.0 16.00 16.50
m/z 145.05 63.59%
5000 105.0
400.0
59.0 2130 289.0
““H‘\H h‘w‘m . ——
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@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.574 9.31 ng 587996 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 91

Abundance Scan 2463 (16.574 min): BF125627.D\data.ms (-2456) (1  m/z 57.10 100.00%

57.1
5000
16.50 |
17512251 .
- ‘ “‘m Ldd ““ Liwiiofon] 2810 3412394 0 7110 75.05%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
5000 - ‘
16.50
m/z 85.10 57.15%
13.0
h‘ \‘ \’\ \h\]ﬂ \1 1‘ | \\619\0 225.0 33\80
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
T \
16.50
5000 ITI/Z 43.10 55.64%
169.0
AL 0 a0 a0 amme e m
miz--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- ——
57.0 16.50
m/z 69.10 21.27%
o M
\‘\ uw \‘J\l\69022502810 3650
A A A A e T e e —
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41

Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.974 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.974 20.71 ng 1307660 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Malonic acid, benzylidene-, mono... 206 C11H1004 022621-53-0 43
2 8-Amino-6-methoxyquinoline 174 C10H1ON20 000090-52-8 43
3 Octopamine, 4TMS derivative 441 C20H43N02Si4 055556-99-5 38
4 1-(2-Aminoethoxy)-4-benzylbenzen... 371 C21H33NOSi2 1000504-27-0 38
5 3,6-Dimethyl-4-chromone 174 C11H1002 057646-01-2 38

Abundance Scan 2531 (16.974 min): BF125627.D\data.ms (-2522) (1  m/z 174.05 100.00%

174.1
5000
43.1
AR P e
- ‘L 4 ““‘u‘h”‘w‘« HJ“M““ ol \‘2%{1«‘ : ‘: et m/z 161.05  33.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82117: Malonic acid, benzylidene-, monomethyl ester
174.0
77.0
5000 2o 17, oo
m/z 187. 26.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #48757: 8-Amino-6-methoxyquinoline
174.0
1700
5000 ITI/Z 159.10 22.99%
1o 178
[
““‘H“““‘H“““‘_“““‘w“““‘u
m/z--> 100 150 200 250 300 350 400
Abundance #322442: Octopamine, 4TMS derivative
174.0 1700
m/z 43.10 21.65%
5000
73.0
9.0 | 1300 | = 237.0 338.0 426
e T
m/z--> 50 100 150 200 250 300 350 400 1700
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.474 5.93 ng 374675 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2616 (17.474 min): BF125627.D\data.ms (-2609) (1  m/z 57.05 100.00%
57.0

5000 \\/\/WWKJ/\Mﬂ“WVWA%W
P
| \ 1] H 55.1197.1  267.1 17.50
. “NM‘ﬁ”‘“H\Wﬂuw“w“““‘““““‘ m/z 71.10  76.74%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
17.50
9.0 m/z 85.10 55.18%
\“\ ‘\“‘ H‘ \H‘\ h“ \“‘ \]L “ “\%8\3\?2\2\5’\(\)‘ \2\8\2\0‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
P
17.50
5000 ITI/Z 43.10 46.17%
| ‘L‘ Hh‘ i \\ | 14t 9183 0225.0267.0309.0 367.0 W
el L e e S
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 17.50
m/z 99.00 19.21%
5000
9.0
N “‘\ | | 141.01830225.0267. 03090 3650
= ““““ T T T e
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl7.615 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.615 5.06 ng 319523 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 35
2 1-Cyclopropanecarboxamide, 2-phe... 273 C18H27NO 1000415-24-0 10
3 Sebacic acid, propyl 2,3,6-trifl... 388 C20H27F304 1000380-79-1 10
4 ((3aR,4S,6E,10Z,11aR)-4-Acetoxy-... 362 C19H2207 1000494-34-2 10
5 Bicyclo[2.2.1]heptane, 2-cyclopr... 176 C13H20 1000159-45-7 10
Abundance Scan 2640 (17.615 min): BF125627.D\data.ms (-2633) (1  m/z 55.00 100.00%
55.0
107.1
5000
2131
3033 3813 e ——
I [T 1510 835
i A m/z 43.10 83.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 —r— ——
368.0 17.50 18.00
m/z 81.00 63.97%
| H iy, 230 rso ||
i ‘\H‘\ H\ d\ N\N‘H\ o b ‘\‘ b ‘\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #165040: 1-Cyclopropanecarboxamide, 2-phenyl-N-2-eth
145.0
—— —
17.50 18.00
5000 91.0 m/z 107.05 63.82%
273.0
41.7
216.
: ‘uh \“J“w‘w‘\\“‘u‘w \M\ H“\‘ n Hu m‘ \‘“‘ T)‘L‘ I ‘\‘ .
miz--> 50 100 150 200 250 300 350 400
Abundance #293858: Sebacic acid, propyl 2,3,6-trifluorobenzyl ester —— ——
145.0 17.50 18.00
m/z 95.05 57.29%
5000 227.0
329.0
98.0
0Ll e o I
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonadecane, 9-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.539 4.46 ng 281599 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-Methyltetracosane 352 C25H52 001560-78-7 91

Abundance Scan 2797 (18.539 min): BF125627.D\data.ms (-2789) (1 m/z 57.10 100.00%
57.1

50 18.2018.4018.6018.80
69 0 . B . .
— \‘}““‘ \uh\\ ﬂ\“\ MM\H dh‘\ mh‘w‘ “““‘2“0‘8 ‘9‘ . ‘2‘67“1‘ e ITI/Z 71.10 71.90%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 LA LA L L L L L B LN L
18.2018.4018.6018.80
m/z 85.05 56.84%
MJ \%41918302250 282.0
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176393: Nonadecane, 9-methyl-
57.0
R R SRR
18.2018.4018.6018.80
5000 m/z 43.05 44 .61%
9.0 140.0
UL ssezasezoro
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane AR
57.0 18.2018.4018.6018.80
m/z 69.10 19.89%
5000
15.0 L‘ | 14101820225 0067 03090 3801
i i o B e T R SRR
m/z--> 50 100 150 200 250 300 350 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125627.D

Acqg On : 24 Sep 2021 18:41
Operator : JU/CG

Sample : M3911-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.199 91.1 ng 4986250 1 6.887 1094800 20.0
2(3H)-Benzothia... 10.804 5.2 ng 431268 4 11.404 1675330 20.0
1,4-Benzenedica... 11.157 14.4 ng 1207800 4 11.404 1675330 20.0
n-Hexadecanoic ... 11.933 12.0 ng 1004190 4 11.404 1675330 20.0
Heneicosane 12.169 9.9 ng 832317 4 11.404 1675330 20.0
Carbonic acid, ... 12.639 4.1 ng 347050 4 11.404 1675330 20.0
Octadecanoic acid 12.716 39.2 ng 3282040 4 11.404 1675330 20.0
Dotriacontane, ... 13.280 21.3 ng 1122460 5 14.039 1053190 20.0
Diethylene glyc... 13.904 5.4 ng 286109 5 14.039 1053190 20.0
Octacosane, 2-m... 14.586 22.4 ng 1177820 5 14.039 1053190 20.0
Octacosyl acetate 14.639 26.3 ng 1383600 5 14.039 1053190 20.0
Hexacosane 15.168 17.2 ng 1086580 6 15.515 1262770 20.0
Octacosane 15.827 10.0 ng 634131 6 15.515 1262770 20.0
Heptacosyl acetate 15.915 5.4 ng 342017 6 15.515 1262770 20.0
.beta.-Sitosterol 16.233 25.4 ng 1603550 6 15.515 1262770 20.0
Tetracosane 16.574 9.3 ng 587996 6 15.515 1262770 20.0
unknownl16.974 16.974 20.7 ng 1307660 6 15.515 1262770 20.0
Eicosane 17.474 5.9 ng 374675 6 15.515 1262770 20.0
unknownl7.615 17.615 5.1 ng 319523 6 15.515 1262770 20.0
Nonadecane, 9-m... 18.539 4.5 ng 281599 6 15.515 1262770 20.0
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