LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125860.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.422 392 397 404 rVB 51115 57841 1.52% 0.187%
2 5.051 499 504 511 rVB 94769 117273 3.08% 0.380%
3 5.451 567 572 575 rBV 2967770 2775543 72.80% 8.991%
4 6.463 738 744 747 rBV 2729198 2885749 75.69%  9.348%
5 6.834 803 807 810 rBV 1267332 972387 25.51%  3.150%
6 7.392 897 902 905 rBV 2112170 1881370 49.35% 6.095%
7 8.016 1004 1008 1020 rBV 242734 234822 6.16% 0.761%
8 8.110 1020 1024 1028 rBV 1466188 1328437 34.85% 4.304%
9 9.186 1202 1207 1210 rBV 4340919 3812399 100.00% 12.350%
106 9.863 1316 1322 1326 rBV 1779649 1554885 40.78% 5.037%
11  9.969 1332 1340 1344 rBV8 27756 83174 2.18% 0.269%
12 10.063 1353 1356 1361 rBv4 31746 55140 1.45% 0.179%
13 10.192 1361 1378 1380 rBv2 113911 428921 11.25% 1.390%
14 10.504 1428 1431 1435 rVB 48649 49909 1.31% 0.162%
15 10.651 1452 1456 1459 rBV 2233840 2004150 52.57% 6.493%

16 10.698 1461 1464 1469 rVV 345748 316520 8.30%
17 11.345 1571 1574 1577 rBV 1578420 1432005 37.56%
18 11.875 1661 1664 1666 rBV 567226 465365 12.21%
19 12.557 1778 1780 1783 rVB 174674 128466 3.37%
20 12.663 1793 1798 1805 rVB 993386 1304414 34.22%

POR DR
Ul
IS
I
X

21 12.786 1817 1819 1821 rVB 165224 120573 3.16%
22 12.933 1840 1844 1847 rBV 3707192 3245348 85.13% 10.513%

o
w
o]
e
I

23 13.833 1994 1997 2003 rVB4 201848 291379 7.64%  0.944%
24 13.980 2013 2022 2025 rBV 1258013 1513957 39.71%  4.905%
25 14.186 2055 2057 2060 rBV 70462 63108 1.66% ©.204%
26 14.504 2108 2111 2114 rBV 93879 91027 2.39% 0.295%
27 14.551 2114 2119 2126 rVV 279881 558595 14.65% 1.810%
28 14.610 2126 2129 2134 rVB 139478 140951 3.70%  ©.457%
29 14.833 2164 2167 2169 rBV 49078 57524 1.51% 0.186%
30 15.010 2194 2197 2205 rVB 78307 156327 4.10% ©.506%
31 15.110 2208 2214 2219 rVV2 187196 352057 9.23% 1.140%
32 15.310 2245 2248 2252 rVB 53792 69619 1.83% 0.226%
33 15.368 2255 2258 2261 rBV 58119 68831 1.81% 0.223%
34 15.433 2264 2269 2273 rBV 925006 1108310 29.07%  3.590%
35 15.757 2319 2324 2337 rVB2 119349 272290 7.14% ©.882%

36 16.133 2383 2388 2401 rBV8 147670 430244 11.29% 1.394%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.504 2445 2451 2458 rBV2 68035 148151 3.89% ©.480%
38 16.862 2505 2512 2527 rVB5 105018 291626 7.65% ©.945%

Sum of corrected areas: 30868687
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Oct 2021 13:47

: M4243-21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
BF125860.D

Ju/CaG

: 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF125860.D\data.ms

5.451
6.463

7.392

6.834

4.422 5.051

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF125860.D\data.ms

9.186 12.933

10.651

8.110

0
Time-->
Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

0
Time-->

8270-BF100721

T — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF125860.D\data.ms

13.980

15.757 16133 1ec04 16.862

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.051 2.41 ng 117273  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF125860.D\data.ms (-499) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0
R o R ARANEEEEEEa
| 83.0 ‘ 4.80 5.00 5.20 5.40 .
0l e m/z 59.10 61.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L LI LN B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 26.23%
0 27\\\ A | 830 10‘10
\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl-
59.0
R B ARREEEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.21%
43.0
0 ‘\ MH\ il 8\%0 . 12\30 141.0 159.0
-l
miz--> 20 40 60 80 100 120 140 160
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester B ARREEEEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.45%
5000 41.0
0 \H\‘ \‘M ‘ 12\6'0142-0
1"
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.016 3.54 ng 234822 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52

Abundance Scan 1008 (8.016 min): BF125860.D\data.ms (-1004) (-) m/z 57.10 100.00%

57.1
5000
75.0

7.60 7.80 8.00 8.20 8.40
90 [ %0 aas :
ol v el T m/z 45.10  87.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

5000 e
7.60 7.80 8.00 8.20 8.40

29.0 75.0 m/z 41.10 31.72%
I

100.0
O L ‘ \H“\ T ‘ : \MH‘\ \‘H\ T “\ L ’ \].\3‘12'\? T \]\.?3\.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

PRI T

7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 20.79%

29.0
75.0
b el i 300 _ss20
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether R A RRARS BREE
57.0 7.60 7.80 8.00 8.20 8.40

m/z 56.10 17.17%

5000
29.0 75.0
I EY:
R LR S e e RN

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 unknown1©.192 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.192 5.52 ng 428921  Acenaphthene-d10 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 38
2 Cyclohexaneamine, N-but-2-enylid... 167 C1@H17NO 068048-01-1 38
3 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 27
4 Phthalic acid, 6-ethyloct-3-yl 2... 418 C26H4204 1000315-53-8 22
5 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 22
Abundance Scan 1378 (10.192 min): BF125860.D\data.ms (-1361) (- m/z 70.10 100.00%
70.1
149.0
5000 112.1 2611

— =
M h . 10.00 10.50
S u‘wmem_HWw‘w_uH_Mw‘w‘;” m/z 149.00  67.44%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #295781: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

41.1 h

o

112.0

5000 T 0\00‘ j O‘ 0‘
m/z 112.10 52.02%

41.0 ‘ ‘

| H H \‘ ‘ | I |

‘HH‘HH‘H‘\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42431: Cyclohexaneamine, N-but-2-enylidene-N-oxide

o

70.0
— —
10.00 10.50
5000 ITI/Z 261.10 46.87%
41.0 167.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #47064: Acetic acid, 2-ethylhexyl ester 7 T
70.0 10.00 10.50
m/z 167.00 40.21%
5000
112.0
4110
Ol 1430 G
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.875 6.50 ng 465365  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 1664 (11.875 min): BF125860.D\data.ms (-1661) (1 m/z 73.00 100.00%
73.0
43.1

%

5000
11.50 12.00
01 m/z 60.00 86.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

-

5000 129.0
11.50 12.00

m/z 43.10 83.61%

171.0 2130 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.
43.0 0
— —
11.50 12.00
5000 129.0 ITI/Z 57.10 78.77%

. | ‘

%

01 e T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid “ ——
43.0 73.0 11.50 12.00
m/z 41.10 65.21%
0 — e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.663 17.23 ng 1304410 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 25
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 25

Abundance Scan 1798 (12.663 min): BF125860.D\data.ms (-1793) (- m/z 73.00 100.00%
73.0

[N
©
@
N

N

oD

=

N

129.0
5000
390 | ‘ ‘ 2843 1250 13.00
0 bl bbb L8200 a3 10 sale3%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid

73.0

5000 129.0 — -
12.50 13.00
29. 1850  ,4 2840 m/z 60.00  80.39%
0 ‘ M“M “ T “ ““ ‘\ i \“ T \“\ T

m/z--> 100 150 200 250 300
Abundance #126199: Pentadecanoic acid

50
73.0
— —
12.50 13.00
5000 129.0 m/z 57.10 76.97%
29.
um 199.0 2420
‘ 1630
SEE R0 T Y
0

miz-> 50 100 15 200 250 300
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00

m/z 55.10 64.44%

-

B

-

5000
129.0

29. 185.0 228.0

-

L o

0L “‘ ‘u‘u“ ‘HW‘ \\‘H‘L {M‘\‘H —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.833 3.85 ng 291379 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Cyclopentadecane 210 C15H30 000295-48-7 97
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 1997 (13.833 min): BF125860.D\data.ms (-1994) (-  m/z 57.10 100.00%

511 97.1
5000
1350  14.00
39.0 : :
182.1 230.1 278.1
ol L) w‘\ J“‘ ﬁ e m/z 83.10  92.02%
miz--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 — —
13.50 14.00
m/z 97.10 81.89%
39.0
O T \“\ ‘\“M\ H\‘ T \“‘ ‘1“ jx\ “!‘ ‘“\:!_\8\2-\0‘ 2\2\4\.0\ ‘2§6\.9\ ‘ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
— —
13.50 14.00
5000 7.0 m/z 55.10  81.52%
TGS
(I o R
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester “ —
57.0 13.50 14.00
7.0 m/z 43.10 76.13%
39.0 210.0
olsd LILLL L0 20020 s T
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF100721.M Mon Oct 18 13:18:23 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.551 7.38 ng 558595 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2119 (14.551 min): BF125860.D\data.ms (-2114) (- m/z 57.10 100.00%

57.1
5000
1450 |
41.1 . :
1831
- ‘L “‘ ¥ Mw”‘ ) ﬁuw 001 2421 2951 8940 .7 71.10  76.40%
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 — ‘
14.50
m/z 85.10 57.40%
L \\ | 14018300250 2610 337.0 394
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
T
14.50
5000 ITI/Z 43.05 53.73%
ey h‘ | 11018302250 2620
oA L wmw‘HH,HHWH_M
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 ‘
57.0 14.50
m/z 55.05 21.66%
- ”WWW\qu%/ULMJMWMWWW
41.0
s L1 h\ [i01ms0m50 2960 o
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\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.010 2.82 ng 156327 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 2197 (15.010 min): BF125860.D\data.ms (-2194) (1  m/z 252.10 100.00%
25p.1
o JM Mﬂ
126.0 15 00 ‘
15.00
95.0 . 224.1 “ 281.
oL 509 980 | 1739 221 | 280 ) ase.05  23.50%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
5000 wom b \/\MA\ \Aﬁ
15.00
m/z 253.05 20.41%
125.0
0 63.0 98.0, | 174.0 2240 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘\H
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138555: Benzo[a]pyrene
252.0
RN \
15.00
5000 m/z 126.00 13.64%
126.0
0 63.0 99.0, | 1740 2240 |
AR e AR Ea e AT
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene T
252.0 15.00
m/z 125.10 9.98%
5000
126.0
ol 630 990, ‘\\ 174.0 2240 M
e e e e e e e e
m/z--> 40 60 80 100120140160 180 200 220 240 260 280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.110 6.35 ng 352057 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 87
Abundance Scan 2214 (15.110 min): BF125860.D\data.ms (-2208) (- m/z 57.10 100.00%
57.1
1500 1550
41.1 252.1 . .
oLk ‘ J ML |1 e - S m/z 71.10  72.78%
mlz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 —— —
15.00 15.50
m/z 85.10 55.21%
0 \\‘ “\ A H‘ ‘ 141017830 2540
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—— —
15.00 15.50
5000 m/z 43.10 52.57%
oL omonsasamms s UW\/LJ@
s Eahi
miz--> 50 100 150 200 250 300 350
Abundance #141070: Heptadecane, 8-methyl- —— ——
57.0 15.00 15.50
m/z 99.10 20.62%
5000
126.0
0 | fe90 2300 S e
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF100721.M Mon Oct 18 13:18:25 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 8
R.T. EstConc Area Relative to ISTD R.T.

15.757 4.91 ng 272290 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 2324 (15.757 min): BF125860.D\data.ms (-2319) (- m/z 57.10 100.00%
57.1

5000 \—/LN/\JM
— —
‘ 111 0 15.50 16.00
0 "‘“‘“u‘m“w\;“"ﬂ‘wu‘ Lo “980_2?‘1‘?””_”‘_‘”,‘ m/z 71.1@  73.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — e
15.50 16.00
m/z 85.05 64.47%
oL LLLTT) 1890 2250 2610 3650
\\\\‘ \\‘\\\f’\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
— —
15.50 16.00
5000 m/z 43.10  50.23%
oL J ‘L L]ﬂ Ll 16?\0‘2‘2‘50 2950 351.0 4494 W
N e e e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane T ——
57.0 15.50 16.00
m/z 99.00 21.26%
5000
I
ol Ll [ gm0 50 2o el Wb
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.133 7.76 ng 430244 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 53
4 Campesterol 400 C28H480 000474-62-4 49
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 49
Abundance Scan 2388 (16.133 min): BF125860.D\data.ms (-2383) (- m/z 43.10 100.00%
3.1
95.0
145.0
213.1
5000 3033
381.3 — —r
16.00 16.50
ob bl m/z 55.00  83.40%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —r ——
145.0 414.( 16.00 16.50
\ 2130 3030 m/z 95.00  77.24%
0 u“\““‘\‘i
miz--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
—— —
16.00 16.50
5000 m/z 81.00 74 .88%
0 ‘\“ |“ J \
miz--> 0 50 100 150 200 250 300 350 400
Abundance #302704: Ergost-5-en-3-ol, (3.beta.)- —— ——
43.0 16.00 16.50
m/z 105.00  73.76%
5000 5.0
145.0 400.0
0 \ —— ——
m/z--> 0 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\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47

Operator Ju/caG

Sample : M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Nonadecane, 9-methyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1654  2.67ng 148151  perylene-diz 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 ootz 013287-24-6 94

2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 (C28H58 000630-02-4 91

m/z 57.05 100.00%

Abundance Scan 2451 (16.504 min): BF125860.D\data.ms (-2445) (-]
57.0

5000
9.0 —
‘ h | \‘ I ate | 279 ==
oLb— ‘h‘ ! u‘wH M \H HHH“\\H \H‘\ \\‘\H . ‘\‘\‘ - R m/z 71.10 70.80%
m/z--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
5000 — ‘
16.50
9.0 140.0 m/z 85.10 59.47%
O LI ‘\“‘M\ HH‘ h‘ “ \h‘\“\ “ %8\3\0‘2\2\4\9 ‘2\67\(\)\ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T \
16.50
5000 ITI/Z 43.10 56.59%
‘ 9.0
41.0
obsd L ||| 1002250 200
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane 7 ‘
57.0 16.50
m/z 99.05 23.75%
5000
9.0
ol L1t ) 1418302250 267.0 3090 352
e e LA A e S T e e —
m/z--> 50 100 150 200 250 300 350 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125860.D

Acqg On : 15 Oct 2021 13:47
Operator : JU/CG

Sample 1 M4243-21

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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|
2-Pentanone, 4-... 5.051 2.4 ng 117273 1 6.834 972387 20.0
Ethanol, 1-(2-b... 8.016 3.5 ng 234822 2 8.110 1328440 20.0
unknown10.192 10.192 5.5 ng 428921 3 9.863 1554890 20.0
n-Hexadecanoic ... 11.875 6.5 ng 465365 4 11.345 1432010 20.0
Octadecanoic acid 12.663 17.2 ng 1304410 5 13.980 1513960 20.0
1-Nonadecene 13.833 3.9 ng 291379 5 13.980 1513960 20.0
Octacosane 14.551 7.4 ng 558595 5 13.980 1513960 20.0
Benzo[e]pyrene 15.010 2.8 ng 156327 6 15.433 1108310 20.0
Octadecane 15.110 6.3 ng 352057 6 15.433 1108310 20.0
Octacosane, 2-m... 15.757 4.9 ng 272290 6 15.433 1108310 20.0
.gamma.-Sitosterol 16.133 7.8 ng 430244 6 15.433 1108310 20.0
Nonadecane, 9-m... 16.504 2.7 ng 148151 6 15.433 1108310 20.0
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