LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acqg On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123133.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.169 7 14 23 rVB 349337 476768 2.77% 0.459%
2 5.510 577 582 593 rBV 3284684 3176012 18.45% 3.058%
3 6.516 748 753 768 rBV 3071022 3330426 19.34% 3.207%
4 6.892 814 817 821 rVB 1314623 1022297 5.94% 0.984%
5 7.451 907 912 915 rBV 2223151 2102228 12.21% 2.024%

.175 1031 1035 1039 rBV 1436266 1339289 7.78%
.257 1214 1219 1222 rBV 4375511 3815301 22.16%
.939 1331 1335 1338 rBV 1851445 1542568  8.96%
10.727 1465 1469 1480 rBV 1923741 1920583 11.16%
10 11.380 1576 1580 1585 rVV 856506 855452  4.97%

0 O ®
ORr R WwR
A
00
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11 11.433 1585 1589 1591 rVV 1711659 1693318 9
12 11.451 1591 1592 1595 rVVW 671212 501029 2
13 11.733 1636 1640 1646 rBV 451654 522300 3.03%
14 11.816 1651 1654 1658 rBV 236926 244965 1
15 11.974 1665 1681 1691 rBV 5702298 10780533 62.

(SRR RN
Ul
(W]
w
R

16 12.063 1691 1696 1700 rVB3 193143 355909 2.07%
17 12.192 1703 1718 1722 rVV 1730524 5530216 32.12%
18 12.227 1722 1724 1731 rVV 1557351 1939500 11.27%
19 12.286 1731 1734 1737 rVB 572694 570477 3.31%
20 12.416 1753 1756 1758 rBV 399085 320741 1.86%

OO0, UV
0
o))
[&]
R

21 12.469 1762 1765 1770 rVB3 122240 172556 1
22 12.551 1775 1779 1785 rVB 694969 903488 5
23 12.616 1786 1790 1793 rBV 392020 476466 2.77%
24 12.651 1793 1796 1805 rBV 898046 1477089 8
25 12.763 1807 1815 1819 rBV 5207822 8308134 48.26%

0RO ®
IS
vl
0
3R

26 12.880 1830 1835 1840 rVB 594872 718622 4.17%
27 13.027 1856 1860 1863 rVB 5257539 4741472 27.54%
28 13.668 1961 1969 1975 rBV3 740372 1689526 9.81%
29 14.045 2027 2033 2035 rBV2 227464 438938  2.55%
30 14.080 2035 2039 2042 rVV2 1975307 2324856 13.50%

NOR P~
o))
N
~N
R

31 14.104 2042 2043 2046 rVV 304059 268709 1.56%
32 14.280 2069 2073 2080 rVB 1131681 1738522 10.10%
33 14.715 2143 2147 2151 rVB 1282158 1132029 6.58%
34 14.821 2159 2165 2170 rBV 1099673 1726304 10.03%
35 14.868 2170 2173 2181 rVB2 255358 366617 2.13%

ORRRO
o
%)
IS
R

36 14.951 2183 2187 2190 rBV 519304 540499 3.14% 0.520%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acqg On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.133 2214 2218 2221 rBV 196143 286542 1.66% ©.276%
38 15.215 2227 2232 2235 rVB 212330 301062 1.75% ©.290%
39 15.404 2258 2264 2269 rBV 627392 1074659 6.24%  1.035%
40 15.504 2278 2281 2288 rBV 157795 259675 1.51% ©0.250%
41 15.574 2288 2293 2297 rVV 1255055 1630531 9.47% 1.570%
42 15.604 2297 2298 2307 rVB2 177536 179336 1.04% 0.173%
43 15.992 2358 2364 2371 rBV3 374758 920254 5.35% 0.886%
44 16.062 2371 2376 2387 rVB 406498 996087 5.79% ©.959%
45 16.674 2468 2480 2501 rBV1@ 253494 1746317 10.14% 1.682%

46 16.845 2504 2509 2528 rVB2 255606 841535 4.89% 0.810%
47 17.139 2544 2559 2568 rBV 2265907 5494137 31.91% 5.290%
48 17.656 2638 2647 2660 rBV3 619406 2545581 14.79%  2.451%
49 18.539 2788 2797 2810 rVV3 390598 1295108 7.52% 1.247%
50 18.750 2812 2833 2863 rVB 4195480 17216981 100.00% 16.578%

Sum of corrected areas: 103851544
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123133.D\data.ms
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Abundance TIC: BF123133.D\data.ms
11.974 12.76313.027
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Abundance TIC: BF123133.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 19
R.T. EstConc Area Relative to ISTD R.T.
2.169 9.33 ng 476768 1,4-Dichlorobenzene-d4 6.892

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 14 (2.169 min): BF123133.D\data.ms (-7) (-) m/z 73.05 100.00%
3.0
5000
43.1
87.1
‘ SFO ‘ 2.202.302.402.502.60
Obrerrprrrrrrh e B bl HL2L 1290 s 43,00 37.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR EERRE RN RN R R
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 26.39%
29.0
| ‘\“\ %9-0 I ‘
OH‘HH‘HH‘HH‘HH‘\H‘\‘HH‘HH‘\\H’HH‘HH‘\\H’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
ERARRRRNEREENREEEuEnESE Sy
410 g 87.0 2.202.302.402.502.60
5000 | m/z 87.10 25.73%
|
O“MMWHJMMH‘MuwmﬂwuﬂA‘WHN,HH_H‘_HWH‘WHH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73.0 2.202.302.402.502.60
m/z 41.10 13.24%
5000 43.0
58.0
29.0 ‘ 87‘-0
Obrrprrrr bbb e B
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\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Pentadecanal- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.380 10.10 ng 855452  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 95
2 Tetradecanal 212 C14H280 000124-25-4 94
3 Heptadecanal 254 C17H340 1000376-70-0 94
4 Hexadecanal 240 C16H320 000629-80-1 93
5 Oxirane, tridecyl- 226 C15H300 018633-25-5 91

Abundance Scan 1580 (11.380 min): BF123133.D\data.ms (-1576) (1  m/z 57.10 100.00%
57.1

. T //\/\JLJV
09.1 I L
11.00 11.50
138.1 166.2 194.2
0 MJJL 22812561 n/z 43.65 93.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82954: Pentadecanal-
43.0| 82.0

=

5000 - LN
11.00 11.50
09.0 m/z 41.10 88.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

o

-

Abundance #71299: Tetradecana
57.0
— ——
11.00 11.50
50001 29.0 ITI/Z 55.05 76.36%
. “ m 1240 16804, o
Raman
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105849: Heptadecanal T —
43.0 11.00 11.50
82.0 o
m/z 82.05 74.32%
5000
09.0
o Ll L 137.0  180.0 208.0 236.0
‘Huiu‘\ = T 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.975 127.33 ng 10780500 Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1681 (11.974 min): BF123133.D\data.ms (-1665) (1  m/z 73.00 100.00%

73.0
43.1
5000 1291
213.2 _—
1T T s
oL— w’\\‘\ W “H‘wh‘\\ ‘1“““ oyl : “‘ “‘ \‘w“‘ - : “‘ ‘ m/z 60.00 81.39%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 m/z 43.10 81.09%
H‘ ‘ 1710 213.0 256.0
[o) Mm— ‘M’ U!\ “H‘u‘ Mh“w }‘H‘\‘ il ‘\ ‘ “‘ “ “‘ \‘ “‘ S “\‘ ——
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
—r
43.0 12.00
5000 m/z 41.10 69.47%
129.0
185.0 228.0
oL ““ \“\’u‘u‘ {M‘\‘H} Lo “\‘ b
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.10 67.37%
5000 129.0
‘ 199.0 2420
ol w’ il “HM\‘H \\h\‘\‘ M\‘u; “‘ ‘1§7J-Q“ ‘i N ““ - =
m/z--> 50 100 150 200 250 12.00

8270-BF012721.M Sat Feb 06 ©3:22:03 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On 5 Feb 2021 13:55

Operator Ju/caG

Sample : M1315-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 1,4-Benzenedicarboxylic aci... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.192 65.32 ng 5530220 Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 47
4 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 47
5 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 47

Abundance Scan 1718 (12.192 min): BF123133.D\data.ms (-1703) (1 m/z 70.10 100.00%

70.1
149.0
261.1
5000
=
h ‘ m 12.00 12.50
o-—ir Wl JLf, | aseo | 8041 1, 140.00  66.87%
miz--> 100 150 200 250 300 350
Abundance #207813. 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 T
12 00 12.50
m/z 261. 56.44%
ol h‘ ‘ ‘H‘ 189.0 1304.0 361.0
\\\‘\\\’\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300 350
Abundance #207811. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 —_—
167.0 261.0 12.00 12.50
5000 ITI/Z 112.10 47.76%
““‘ g e e e DEEE SR
Miz--> 50 100 150 200 250 300 350
Abundance #140894: Terephthalic acid, monochloride, octyl ester P —r=
261.0 12.00 12.50
h ] ij,]LA//ﬂmﬂﬂgkwA
o241 \L TR
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\BF020521\
Data File : BF123133.D

Acq On 5 Feb 2021 13:55

Operator Ju/caG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Tetradecanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.227 22.91ng 1939500  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 c1aH280 000124-25-4 94

2 Heptadecanal 254 C17H340 1000376-70-0 91
3 Oxirane, tetradecyl- 240 C16H320 007320-37-8 91
4 Oxirane, tridecyl- 226 C15H300 018633-25-5 91
5 16-Octadecenal 266 C18H340 056554-87-1 91

Abundance Scan 1724 (12.227 min): BF123133.D\data.ms (-1722) (-} m/z 82.10 100.00%

43.1 82.1
5000
| M WZM 6.1 204.1 2502 ‘ 12. oo 12.50
ol bt Ll h, 661 [ 2502 a4 o, 99.73%
miz-> 50 100 150 200 250 300
Abundance #71299: Tetradecanal
57.0

5000

0
m/z-->
Abundance

m/z-->
Abundance

m/z-->

8270-BF012721

50
43.0
82.0
1200 1250
5000 e 250 |
0 H h Hh , 166.0 2080 2540
\\\\\\\\ \\\‘\\\\“‘
50

12 00 12 50
m/z 76.41%

168.0
| 2120

‘h H\h b L
100 150 200 250 300
#105849: Heptadecanal

100 150 200 250 300

#94324: Oxirane, tetradecyl-
82.0 12 00 12 50

m/z 64.28%
5000
24.0

100 150 200 250 300 12 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On 5 Feb 2021 13:55

Operator Ju/caG

Sample : M1315-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Hexadecanoic acid, trimethy... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.286 6.74 ng 570477  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, trimethylsily... 328 C19H4002Si 055520-89-3 83
2 Tetradecanoic acid, trimethylsil... 300 C17H3602Si 018603-17-3 53
3 Silane, trimethyl(1l-methylbutoxy)- 160 C8H200Si 001825-67-8 45
4 3-Hydroxy-2-butanone, trimethyls... 160 C7H1602Si 1000333-79-7 38
5 .beta.-Alanine, trimethylsilyl e... 161 C6H15N02Si 005269-40-9 38

Abundance Scan 1734 (12.286 min): BF123133.D\data.ms (-1731) (-]

m/z 117.00 100.00%

73.0 117.0
313.3
5000
2o 1250
201.1 : :
59 1 269.1
0 39?““» “M‘“‘w“w“ AT b S e m/z 73,000 96.39%
miz--> 50 100 150 200 250 300
Abundance #167697: Hexadecanoic acid, trimethylsilyl ester
73.0 117.0 318.0
5000 _— ——
12.00 12.50
m/z 313.25 72.67%
‘# 2010 269.0
oL ‘H\‘ g \“wh‘w\ el H\ \‘ u il ‘u‘ R L Pk
miz--> 100 150 200 250 300
Abundance #144742:TeUadecanok:acm,tnnuﬁhyBHyleﬁer
73.0
—— —
117.0 12.00 12.50
5000 m/Z 75.00 72.56%
‘ 285.0
0 ‘h“ “\‘h“\w \“‘ h‘u“m‘ ol ‘ jl'599‘2‘0‘1‘0‘2‘4‘1‘0‘ . —
miz--> 100 150 200 250 300 J\/\%ﬁ
Abundance #31348: Silane, trimethyl(1-methylbutoxy)- == ——
73.0 117.0 12.00 12.50
m/z 129.00 44.26%
5000
o‘wwmw“““#69-9"_m_m_m as ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 2-Nonadecanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.551 10.67 ng 903488 Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 98
2 2-Hexadecanone 240 C16H320 018787-63-8 83
3 2-Heptadecanone 254 C17H340 002922-51-2 83
4 Methyl n-hexadecyl ketone 268 C18H360 007373-13-9 72
5 2-Pentadecanone 226 C15H300 002345-28-0 72

Abundance Scan 1779 (12.551 min): BF123133.D\data.ms (-1775) (1 m/z 58.00 100.00%

58.0
5000
‘ 6.0 ‘12‘50‘ |
’ 282.3 : .
- M‘ b J“ﬁ L, 1381 1801 2222 ZOF° 3290 ./, 43.10  81.19%
mi/z--> 50 100 150 200 250 300
Abundance #129460: 2-Nonadecanone
58.0
5000 T ‘
12.50

m/z 59.00 68.72%
6.0
I \L h‘h \Hf \hm s ]T380 180.0 222.0 28\20
L ‘ T

L L B N A L ALY N

m/z--> 50 100 150 200 250 300
Abundance #94318: 2-Hexadecanone

o
a1 -1
(o]
=}

T
12.50

5000 m/z 71.10 48.13%
96.0 240.0
ol L duil ao0 820 1
miz--> 50 100 150 200 250 300
Abundance #105856: 2-Heptadecanone T ‘
43.0 12.50
m/z 41.05 27.15%
5000
0 ‘\‘ | M ‘Sﬁo\\ 127.0 196.0 25\40
e T
m/z--> 50 100 150 200 250 300 12.50

8270-BF012721.M Sat Feb 06 ©3:22:04 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.763 71.47 ng 8308130 Chrysene-d12 14.086
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1815 (12.763 min): BF123133.D\data.ms (-1807) (1  m/z 73.00 100.00%
73.0

5000 129.1

-

1852 241.2

‘ ‘ ‘ 28‘4'3 12.50 13.00
1 “““ Ll bbb L 88T 7 43,100 95.32%

1 150 200 250 300 350
#131261: Octadecanoic acid

3.0
5000 129.0 T —=
12.50 13.00
1850 241 09840 m/z 60.60  82.57%
O T “ \‘ ’ ‘\ \‘ T \ “ ‘\ T ‘\ \‘ ‘ \ T \‘\ ‘ L ‘ L

ol
m/z--> 5
Abundance

.

\‘h“\ M s
100 150 200 250 300 350

m/z--> 50
Abundance #95851: Pentadecanoic acid
3.0
— ——
12.50 13.00
5000 129.0 ITI/Z 57.10 79.62%
29.Q
‘ 199.0242.0
oL, “ H \\H“m\h\\\ \u‘\ ul ‘ \‘ ‘\““‘ L ““ T
m/z--> 150 200 250 300 350
Abundance #84453: Tetradecanoic acid —— T
73.0 12.50 13.00
m/z 55.10 76.25%
5000
129.0
29. 185.0228.0
O, T s ‘ s ; ‘ ;
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF012721.M Sat Feb 06 ©3:22:05 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.669 14.53 ng 1689530 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 1969 (13.668 min): BF123133.D\data.ms (-1961) (1  m/z 57.05 100.00%
57.0

> MJL\_/\
1350 1400
- \L‘ "y ‘L | 1#}118322252067.3 3374 m/z 71.10  71.34%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — —
13.50 14.00
m/z 43.10 62.27%
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
—— —
13.50 14.00
5000 ITI/Z 85.10 51.88%
ol ‘ “h H | 141.0183.0225.0267.0309.0 365.0
“ A
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T 7
57.0 13.50 14.00
m/z 55.10  22.93%
239.0
ol 1L m\ j %“‘%‘91‘8‘3‘? 0330 B
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF012721.M Sat Feb 06 ©3:22:05 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.280 14.96 ng 1738520 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2073 (14.280 min): BF123133.D\data.ms (-2069) (1  m/z 57.05 100.00%
57.0
. 1400 1450
217 1 : :
ob— ““ 1 “‘ s ‘u et 2033878 m/z 71.10  68.89%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 S e
14.00 14.50
m/z 43.10 58.41%
ok ‘L‘ Iy M | 141.0183.0225.0267.0309.0 367.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
—— —
14.00 14.50
5000 m/z 85.10 52.25%
9.0
50l L1 140mms0zs0 2900
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T =T
57.0 14.00 14.50
m/z 55.10 22.87%
- M
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
‘““‘H“““‘H“‘““‘H“““‘_““ —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF012721.M Sat Feb 06 ©3:22:06 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.821 14.85 ng 1726300 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octacosane 394 (C28H58 000630-02-4 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2165 (14.821 min): BF123133.D\data.ms (-2159) (1  m/z 57.10 100.00%
57.1
9.1 — =
‘ | | | 1411183.2225.2067.1 14.50 109
ol AL [ T7711832225.2267.1 32333654 ./, 71,10 69.63%
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 — e
14.50 15.00
0.0 m/z 43.10 58.79%
‘\ ‘ | \' 1 141.01830  254.0
O\‘\‘\‘\\‘\‘“‘\“‘\‘\“\\‘“‘\‘\\‘\‘\\\\“\\\\‘\\\\|\\\\
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
— ——
14.50 15.00
5000 m/z 85.10 52.18%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane = =
57.0 14.50 15.00
m/z 55.05 22.24%
5000
9.0
oLy L 1410183 0225.0067.0300.0 3650
s A e hman e P e
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\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.404 13.18 ng 1074660 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2264 (15.404 min): BF123133.D\data.ms (-2258) (1  m/z 57.10 100.00%
57.1
15.50
41.1183.2 :
ol “u AL H‘ | 1411832 2580 30933512 m/z 71.10  71.19%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 T
15.50
m/z 43.10 57.34%
oL ‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
——
15.50
5000 m/z 85.10 52.86%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
o o R EL e e S
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane —T
57.0 15.50
m/z 55.05 21.95%
5000
9.0
O \‘ \‘\ A \“\ h\ ‘\‘ H‘ 141 01783 0225 0267 o 338 o
N B L B ——
m/z--> 50 100 150 200 250 300 350 15.50

8270-BF012721.M Sat Feb 06 ©3:22:07 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Palmitic acid vinyl ester Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.992 11.29 ng 920254 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 60
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 52
3 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35NO4 001492-30-4 49
4 Hexadecane 226 Cl6H34 000544-76-3 38
5 Tetradecane 198 C14H30 000629-59-4 30

Abundance Scan 2364 (15.992 min): BF123133.D\data.ms (-2358) (- m/z 57.10 100.00%
57

239.2
5000
——
“ ‘ 194, 16.00
ol L ALY EED Mw Lo H 29913411 w/z 43.10  90.40%
miz--> 50 100 150 200 250 300 350
Abundance #129350: Palmitic acid vinyl ester
57.0
239.0
5000 L
16.00
m/z 71.10  88.82%
01\54\ ‘\““‘ “ \H‘% “‘%?’?‘0\1\8\3\0‘ = ! (LA s e
m/z--> 50 100 150 200 250 300 350
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0
——
16.00
5000 m/Z 239.20 84.79%
74.0
239.0
ol M 11230 1040790
miz--> 100 150 200 250 300 350
Abundance #201039.Hexadecanok:add,44ﬂnophenyleﬂer P
239.0 16.00
m/z 58.05 57.59%
43.0
5000
FSO
40.0
oLl M0%s0 | a0 aru )
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF012721.M Sat Feb 06 ©3:22:09 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 2-Bromotetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.062 12.22 ng 996087 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methyltetracosane 352 C25H52 1000376-72-6 90
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90
Abundance Scan 2376 (16.062 min): BF123133.D\data.ms (-2371) (1 m/z 57.05 100.00%
57.0
> AJ\/\W
9.1 T T
41.01g3.2 16.00
- H‘ L LL by i G202 295.3337.3 m/z 71.10  74.38%
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 —— ‘
16.00
9.0 m/z 43.10 57.30%
ol VL] 3#2018302250267.03000 3650
\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
T 1 \
16.00
5000 m/z 85.10 55.01%
9.0
e e
miz--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane T ‘
57.0 16.00
m/z 55.10 20.75%
5000
Ty
41.
o LI #101830025006703090 i
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 .gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.674 21.42 ng 1746320 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 89
2 .beta.-Sitosterol 414 C29H500 000083-46-5 81
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 44
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 30
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 22

Abundance Scan 2480 (16.674 min): BF123133.D\data.ms (-2468) (1  m/z 43.10 100.00%

43.1
105.1
213.2
5000 61.1
3033 414
—— —
‘ “ oelo b 354.3 16.50 17.00 )
0 M m/z 105.10 66.78%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 — ——
145.0 414.( 16.50 17.00
\ 2130 3030 m/z 107.10  64.29%
0 \\“\‘ ‘h‘\‘{ -
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
—— —
16.50 17.00
5000 m/z 55.05 62.51%
0 ‘\“ |“ J ‘H\‘ \
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— ——
43.0 16.50 17.00
m/z 145.00 60.57%
5000
368.0
| H& L T, 10 270 e
0 il ol ““‘uwJuu“hm‘um‘m ‘ — —
m/z--> 0 5 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.845 10.32 ng 841535 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octacosane 394 (C28H58 000630-02-4 83
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2509 (16.845 min): BF123133.D\data.ms (-2504) (1  m/z 57.10 100.00%

57.1
5000
1650  17.00
4111831 314.3 ' '
owm“‘_w“w‘h H [ 21831 asa1 343 o116 70.77%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 - =
16.50 17.00
9.0 m/z 43.10 57.19%
OL\5\d\ “‘ \h‘\ h“ \“‘\]r\ { “\%8\3\0‘\22\5\(\)‘ T \\296‘(\)\ T
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
— T
16.50 17.00
5000 m/z 85.05 52.07%
9.0
|| [] 14101830 2540
o b e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane “ ]
57.0 16.50 17.00
m/z 55.05 23.69%
5000
0 ‘ L uh\ \‘\\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.4
e I I R e e e — ——
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 16-Hentriacontanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.139 67.39 ng 5494140 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hentriacontanone 450 C31H620 000502-73-8 90
2 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35NO4 001492-30-4 47
3 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 46
4 Octadecane 254 C18H38 000593-45-3 38
5 Decane, 5-propyl- 184 C13H28 017312-62-8 38

Abundance Scan 2559 (17.139 min): BF123133.D\data.ms (-2544) (- m/z 57.10 100.00%

57. 239.2
5000
— \ \

‘ \
‘ Hﬁq L ‘ 3933 4501 17.00 17.50
oA AR AO0EL L1 3233 3850 4500 539 50 97.42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227190: 16-Hentriacontanone
57.0 239.0
5000 — ——
17.00 17.50
‘ m/z 71.10 96.71%
450.(
0 ‘\ ‘\ “1‘“\ MI W \ \ ‘1 , | ‘\ 2960 L
\\\ 1\\\‘T\\\[\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #201039: Hexadecanoic acid, 4-nitrophenyl ester

B

239.0
43.0 17.00 17.50
5000 m/z 43.10 90.11%
0 ‘ .“\Wh“ |l 1810 | 3180 377.0
B e e Rl
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129350: Palmitic acid vinyl ester — —
57.0 17.00 17.50
239.0 m/z 58.00 57.95%
5000
‘ ‘ 09.0
o lliiiiaese | L
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl7.65 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.656 31.22 ng 2545580 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 55
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
3 Decane, 3-methyl- 156 C11H24 013151-34-3 42
4 2-Nonadecanone 282 C19H380 000629-66-3 38
5 Nonadecane 268 C19H40 000629-92-5 35

Abundance Scan 2647 (17.656 min): BF123133.D\data.ms (-2638) (1 m/z 57.10 100.00%
57.1

5000 239.2 L\vﬂwM\ﬂ/\ﬂ\f“\me
— —
H “ 2% 33511 476, 17.50 18.00
- ‘HMHMm‘wlu"Huum_m_‘wmv m/z 71.10  94.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane
57.0
5000 T ——
17.50 18.00
m/z 43.10 85.50%
0 \’\ ‘\\ I‘ \1\\1.6902250 296.0
‘\\\\‘\1\![\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0
— —
17.50 18.00
5000 ITI/Z 58.05 54.94%
M 239.0
o4 _H”u_uwHWm_m_m_uwm_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28429: Decane, 3-methyl- T —
57.0 17.50 18.00
m/z 239.20 50.01%
5000
126.0 Jﬁ\\wﬁﬁw‘xﬂ
o"‘H‘“m'_‘“H_m‘m‘_m_m_m_m_m —_——
m/z--> 0O 50 100 150 200 250 300 350 400 450 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 11,13-Eicosadienoic acid, m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.539 15.89 ng 1295110 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11,13-Eicosadienoic acid, methyl... 322 C21H3802 056599-57-6 91
2 Z,Z-3,13-0Octadecedien-1-01 266 C18H340 1000131-10-7 83
3 Z,Z-6,13-0Octadecadien-1-0l acetate 308 C20H3602 1000131-07-0 62
4 11-Hexadecen-1-0l, acetate, (Z)- 282 C18H3402 034010-21-4 60
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 58

Abundance Scan 2797 (18.539 min): BF123133.D\data.ms (-2788) (1  m/z 55.10 100.00%

55.1
5000
AR
18.2018.4018.6018.80
oLl m/z 57.05 96.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #162984: 11,13-Eicosadienoic acid, methyl ester
67.0
5000 L B L B L B
18.2018.4018.6018.80
1“24.0 322.0 m/z 43.10  88.59%
O \”‘\‘ ‘\H‘ “\‘H‘ \Ml“ ﬂ\“\”“‘\““\ ““ ]\.“Z?.\‘O“\ \\24?.\0\ T “ ’ T \‘\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #115876: Z,Z-3,13-Octadecedien-1-ol
55.0
B R
18.2018.4018.6018.80
5000 m/z 67.05 75.50%
09.0
0t
miz--> 50 100 150 200 250 300 350 400
Abundance #151465: Z,Z-6,13-Octadecadien-1-ol acetate AR AR
43.0 18.2018.4018.6018.80
m/z 81.05 72.81%
5000
5.0
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acq On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 20 Octadecanoic acid, ethenyl ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.756 211.18 ng 17217000 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 60
2 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 58
3 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 58
4 16-Hentriacontanone 450 C31H620 000502-73-8 53
5 Decane, 5-propyl- 184 C13H28 017312-62-8 38

Abundance Scan 2833 (18.750 min): BF123133.D\data.ms (-2812) (1 m/z 57.10 100.00%
57.1

239.2
5000
‘ n“g ! 18.40 18.60 18.80
180.2 2%53 | ' : ’
- “‘”h"““hpm“c“m“m‘ 3513 42154781  n/; 71.10  96.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129460: 2-Nonadecanone
58.0
5000 L L L L B B B B
18.40 18.60 18.80
m/z 43.10 86.69%
‘\\\\‘f\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153147: Octadecanoic acid, ethenyl ester
57.0
239.0 \‘\\\\‘\\\\‘\\\\
18.40 18.60 18.80
5000 m/z 239.20  57.87%
1090
SR D VR <21 S S—
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #119244: 16-Hexadecanoy! hydrazide T
32.0 18.40 18.60 18.80
m/z 58.05 53.03%
5000 N/\\
239.0
o_‘h"‘wﬂu‘HH‘mwm‘wuu_”wHHWHWH R R
m/z--> 0 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123133.D

Acqg On : 5 Feb 2021 13:55
Operator : JU/CG

Sample : M1315-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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... 2.169 9.3 ng 476768 1 6.892 1022300 20.0
Pentadecanal- 11.380 10.1 ng 855452 4 11.433 1693320 20.0
n-Hexadecanoic ... 11.975 127.3 ng 10780500 4 11.433 1693320 20.0
1,4-Benzenedica... 12.192 65.3 ng 5530220 4 11.433 1693320 20.0
Tetradecanal 12.227 22.9 ng 1939500 4 11.433 1693320 20.0
Hexadecanoic ac... 12.286 6.7 ng 570477 4 11.433 1693320 20.0
2-Nonadecanone 12.551 10.7 ng 903488 4 11.433 1693320 20.0
Octadecanoic acid 12.763 71.5 ng 8308130 5 14.086 2324860 20.0
2-methyloctacosane 13.669 14.5 ng 1689530 5 14.086 2324860 20.0
Hexacosane 14.280 15.0 ng 1738520 5 14.086 2324860 20.0
Octadecane 14.821 14.9 ng 1726300 5 14.086 2324860 20.0
Octacosane 15.404 13.2 ng 1074660 6 15.574 1630530 20.0
Palmitic acid v... 15.992 11.3 ng 920254 6 15.574 1630530 20.0
2-Bromotetradecane 16.062 12.2 ng 996087 6 15.574 1630530 20.0
.gamma.-Sitosterol 16.674 21.4 ng 1746320 6 15.574 1630530 20.0
Heneicosane 16.845 10.3 ng 841535 6 15.574 1630530 20.0
16-Hentriaconta... 17.139 67.4 ng 5494140 6 15.574 1630530 20.0
unknownl7.65 17.656 31.2 ng 2545580 6 15.574 1630530 20.0
11,13-Eicosadie... 18.539 15.9 ng 1295110 6 15.574 1630530 20.0
Octadecanoic ac... 18.750 211.2 ng 17217000 6 15.574 1630530 20.0
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