LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acqg On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS Vvial : 11 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: BF123179.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.487 574 578 591 rBvV 529042 471905 34.22% 3.274%
2 6.498 746 750 758 rBV 575621 518961 37.63% 3.601%
3 6.881 812 815 819 rBV 1173986 901808 65.40% 6.257%
4 7.439 906 910 915 rBV 376045 316691 22.97% 2.197%
5 8.169 1028 1034 1037 rBV 1372790 1229620 89.17% 8.532%
6 8.757 1131 1134 1139 rVB 47717 37412 2.71% 0.260%
7 9.239 1213 1216 1220 rBV 833875 665248 48.24% 4.616%
8 9.328 1226 1231 1235 rBV 62195 64488 4.68% 0.447%
9 9.633 1280 1283 1287 rBv3 27139 35942 2.61% 0.249%
10 9.857 1313 1321 1324 rBV 79295 70383 5.10% 0.488%
11 9.927 1329 1333 1336 rVV 1601751 1379003 100.00% 9.568%
12 9.957 1336 1338 1341 rVB 26126 23589 1.71% 0.164%
13 10.086 1355 1360 1363 rBV5 12066 18544  1.34% 0.129%
14 10.127 1363 1367 1372 rVB4 18981 27191 1.97% 0.189%
15 10.175 1372 1375 1379 rBV5 15659 24752 1.79% 0.172%
16 10.357 1403 1406 1409 rVB 89339 66977 4.86% 0.465%
17 10.475 1422 1426 1433 rBV2 22969 38225 2.77% 0.265%
18 10.580 1438 1444 1449 rBV 29605 49056 3.56% 0.340%
19 10.710 1461 1466 1471 rBV 258745 248379 18.01% 1.723%
20 10.827 1483 1486 1492 rBV 97482 117741 8.54% 0.817%
21 11.022 1515 1519 1521 rBv4 19728 22377 1.62% 0.155%
22 11.280 1560 1563 1566 rBV 111126 95018 6.89% 0.659%
23 11.310 1566 1568 1574 rVB 62035 64124  4.65% 0.445%
24 11.416 1582 1586 1588 rBV 1460257 1214498 88.07% 8.427%
25 11.439 1588 1590 1593 rVWW 136742 120520 8.74% 0.836%
26 11.492 1597 1599 1601 rVB 29145 22650 1.64% 0.157%
27 11.657 1623 1627 1633 rBV6 14670 25120 1.82% 0.174%
28 11.710 1633 1636 1638 rBV 115051 92257 6.69% 0.640%
29 11.751 1640 1643 1644 rBV2 21966 18160 1.32% 0.126%
30 11.810 1650 1653 1654 rBV 27447 21270 1.54% 0.148%
31 11.833 1654 1657 1659 rVB 18020 16927 1.23% 0.117%
32 11.945 1669 1676 1685 rBV2 450195 674481 48.91% 4.680%
33 12.027 1688 1690 1693 rVB2 41416 39157 2.84% 0.272%
34 12.116 1702 1705 1708 rBV 143202 111588 8.09% 0.774%
35 12.157 1709 1712 1714 rVB2 33333 31383 2.28% 0.218%
36 12.345 1742 1744 1746 rBV 36727 30742 2.23% 0.213%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acqg On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS Vvial : 11 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 12.398 1750 1753 1760 rBv4 39107 57685 4.18%  0.400%
38 12.468 1763 1765 1768 rBV2 61098 63173 4.58% 0.438%
39 12.504 1768 1771 1777 rVB2 161092 216733 15.72%  1.504%
40 12.633 1790 1793 1795 rBV 99367 94857 6.88% 0.658%
41 12.733 1806 1810 1817 rBV 836470 1062635 77.06% 7.373%
42 12.863 1829 1832 1833 rBV 76116 71772 5.20% 0.498%
43 12.880 1833 1835 1839 rVB 197000 160921 11.67% 1.117%
44 13.004 1853 1856 1859 rBV = 622125 521684 37.83% 3.620%
45 13.239 1893 1896 1898 rBV 190351 156755 11.37% 1.088%
46 13.580 1951 1954 1957 rBV 187414 171729 12.45%  1.192%
47 13.910 2008 2010 2018 rVB 205926 194616 14.11% 1.350%
48 14.063 2033 2036 2039 rBV 1097015 984955 71.43% 6.834%
49 14.227 2062 2064 2068 rVB 216875 177611 12.88%  1.232%
50 14.533 2114 2116 2120 rVB 219518 190443 13.81% 1.321%
51 14.851 2167 2170 2173 rVB 183675 167548 12.15% 1.163%
52 15.192 2225 2228 2235 rVB 229842 289042 20.96%  2.006%

53 15.551 2285 2289 2292 rBV 738596 923903 67.00% 6.411%

Sum of corrected areas: 14412249
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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: 10 Feb 2021 20:00
: M1338-01 5X

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
BF123179.D

Ju/CaG

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF123179.D\data.ms

6.881

5.487 6.498

7.439

Time-->
Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

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: BF123179.D\data.ms

9.927 11.416

8.169

12.733

9.239

10.710

10.357

@Mwow%%@ﬁﬁh

0
Time-->

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0+

‘ ‘ —— — —
10 00 10. 50 11.00 11.50 12.00 12.50 13.00

TIC: BF123179.D\data.ms

15.551

15.192

14.533 14.851
14.227

13.910
13.580

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.945 11.11 ng 674481  Phenanthrene-die 11.416
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1676 (11.945 min): BF123179.D\data.ms (-1669) (1  m/z 73.00 100.00%
43.1 73.0

5000
129.0

-

213.2
157.1185. ‘1 ‘ 256.1 12.00
L ‘

\H‘Hu‘i‘}‘u”!“\h \ M\Huum\“u“; ““\\“n‘\‘””“M‘HH‘“ m/z 43.10 85.87%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 RN
12.00

m/z 60.00 82.76%

o

157.01850 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/Z 41.05 67.66%
171.0

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00

m/z 55.10 66.95%

5000 129.0
199.0
BRI vl Nt
150‘ ‘ ‘HH\H iy ‘ | ‘ ‘

O‘Hpiuﬁkwhuu"H_‘HM‘HM‘HM‘HM‘HM‘HM‘HM‘H‘

—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.504 3.57 ng 216733  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
4 Octacosane 394 (C28H58 000630-02-4 81
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 1771 (12.504 min): BF123179.D\data.ms (-1768) (-] m/z 57.05 100.00%
57.0

206.1 T T 1
h Lo 3114011601 240.0 12.50
Obrrprreoth ettt il B0 AT il 200 myz 43,10 69.10%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #94346: Heptadecane
57.0
85.0
5000 —— ‘
12.50
m/z 71.05 66.90%
0 H || 7041016901070 2400
\H’\H\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #59880: Tetradecane
57.0
T
12.50
5000 85.0 m/z 85.10 48.86%
29.0
Ll 1130141016001980
S AL aax wan T e A RAaasaaESaEESS
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #94356: Tetradecane, 2,6,10-trimethyl- ——
57.0 12.50
m/z 41.05 29.18%
h | J
1130 155.0
1830
m/z--> 20 40 60 80 100120140160 180200220 240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.733 17.50 ng 1062640 Phenanthrene-d10 11.416
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1810 (12.733 min): BF123179.D\data.ms (-1806) (1  m/z 73.00 100.00%

73.0
41.1
5000 129.1
185.1 241.2 — =
‘ ‘ ‘ ‘ ‘ 284.3 12.50 13.00
ob— H’M H“h m\‘\ b oyl ek Lo \‘ ol b e ‘L‘ - m/z 43.05 94.30%
mi/z--> 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 41,0 284.0 RN ]
1850 2410 12.50 13.00
‘ m/z 60.00 79.98%
ok ‘\“‘ ’u‘u h! H‘ Hh‘m‘\\‘\ ubi]_ \‘ ‘\ A “ i ““ 1 ‘\‘ : “‘ —
mi/z--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid
43.0
—— =
12.50 13.00
5000 256.0 ITI/Z 57.05 77 .95%
129.0
83.0 213.0
L, 728
ok ““ ’M HM H‘ M‘H \H‘\ el ‘ ‘ “‘m‘ B ‘\‘ e
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid —— —
73.0 12.50 13.00
410 o
m/z 55.10 73.50%
5000 129.0
‘ 199.0 2420
ok |, ’H‘n M‘m ‘ 16?[0‘ ‘ L “‘ ———— i e
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\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 4 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.880 3.27 ng 160921 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 83
3 Octacosane 394 (C28H58 000630-02-4 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heneicosane 296 C21H44 000629-94-7 76

Abundance Scan 1835 (12.880 min): BF123179.D\data.ms (-1833) (1 m/z 57.10 100.00%
57.1

2% MM
901, 2204 1250 1300
L | |
(IR S B ‘ bt b SR m/z 43.10 71.63%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 — e
12.50 13.00
m/z 71.10 67.01%
Ol\ \q \‘ ‘ “‘ “‘ “‘ ‘\““‘4‘\1‘\0‘]}8‘3‘?‘ \2\49‘0\ T ‘ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57.0
— —
12.50 13.00
5000 m/z 85.10 52.12%
282.0
| ‘ ‘ ]f'l 0183.0225.0
AR E T YRR VUi E—
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane “ —
57.0 12.50 13.00
m/z 41.10 29.21%
) L
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i ' A B e e e — ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.239 3.18 ng 156755 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Triacontane 422 C30H62 000638-68-6 83

Abundance Scan 1896 (13.239 min): BF123179.D\data.ms (-1893) (1  m/z 57.05 100.00%

57.0
5000
—— —
‘ \ 9\1 1181 122?1 277.1 3242 150 1359
ol b A 0B L 2701 8242 wyz 71010 67.12%
miz--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 — —
13.00 13.50
324.0 m/z 43.10 61.68%
| \ H 1-0183.0 225.0 267.0
O\\\‘\““‘\“\h‘\“\“\‘“\‘\\‘\“\‘\‘\‘\“\‘\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 50.72%
‘ 9.0
41.0
50 || 111 1401302250 2900
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T —
57.0 13.00 13.50
m/z 41.10 27.60%
- w
0 ‘ L uh\ \‘\\ M h‘ 14%\0]"830 225.0 267.0 309.0 367.4
e A T T T —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF012721.M Thu Feb 11 06:47:45 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 6 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.580 3.49 ng 171729 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octacosane 394 (C28H58 000630-02-4 80
Abundance Scan 1954 (13.580 min): BF123179.D\data.ms (-1951) (-] 57.10 100.00%
57.1
o000 WANA«/MJWJAMJW”AJAWJN
13 50

‘ 99.1

41.0
el “ 11401831 2411 28813240 71.10  67.91%

m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0

o

5000
1350
99.0 43.10 60.36%
OL\5\Q‘\ h H‘ ”‘ h‘ \H‘ \}\ “ ?\ %8\3\()‘ \22\5\()\ ‘ T \296‘.(\)\ T
m/z--> 50 100 150 200 250 300
Abundance #105885: Octadecane
57.0
13 50
5000 85.10 49.63%
99.0
L] h ||| | 14101830 2540
0 “u‘ L L
m/z--> 100 150 200 250 300
Abundance #117638: Nonadecane
57.0 1350

41.10  25.22%

- W

0 “‘WW\JJJ 41.0 183.0 225.0 268.0
“““ A e

—
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00

Operator : JU/CG

Sample : M1338-01 5X

Misc

ALS vial : 11 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 : 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.910 3.95 ng 194616 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 94

2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 93
3 Tricosane 324 C23H48 000638-67-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2010 (13.910 min): BF123179.D\data.ms (-2008) (1  m/z 57.10 100.00%

57.1
5000
99.1 L
14.00
141.0 2301
ol 1L “‘ Lifpoared 2901 28018231 4,7 71.10  68.09%
miz--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 T
14.00
m/z 43.10 66.93%
0 L‘ L ‘\ y 19101830 2390 2960
T T T ‘ T T \ T T T \ T ‘ T T T ’ T T T T ‘ T T T T

miz--> 50 100 150 200 250 300

E

Abundance #152416: Tridecane, 1-iodo-
57.0
—
14.00
5000 m/z 85.10 54.89%
‘ 183.0
o b L 0 e T a0
m/z--> 50 100 150 200 250 300
Abundance #164578: Tricosane 7
57.0 14.00
m/z 55.10 26.06%
5000 W
99.0
324.0
‘ ‘ || \ | 1410 1830 2250 267.0
oLt 0 e R —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 Hexadecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.227 3.61 ng 177611 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 2064 (14.227 min): BF123179.D\data.ms (-2062) (-} m/z 57.10 100.00%
57.1

5000 M
o 1400 1450
169.2 248.1 : :
0 HH“_‘JM‘M‘L b 809383 71010 66.31%
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 — ——
14.00 14.50
225.0 m/Z 43.10 62.19%
141.0
O T \“\ \‘ ‘ ‘H\‘H\ “ \‘1 T \‘ “\%8\3\? T \‘\ T ‘ L ‘ T \3\5‘2\()\ T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
—— —
14.00 14.50
5000 ITI/Z 85.10 50.69%
‘ 9.0
41.0
o501 1| 00250 2060
m/z--> O 100 150 200 250 300 350
Abundance #175558: Tetracosane T —
57.0 14.00 14.50
m/z 55.10 23.05%
5000 W
L L ousomsanmy was
\\\\‘\\\‘\\‘\\“\\\\"\\\\‘\\\\‘\\\\‘\\\\ \‘\ \‘\
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.533 3.87 ng 190443 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2116 (14.533 min): BF123179.D\data.ms (-2114) (-} m/z 57.10 100.00%
57.1

5000 m
9.1 N ‘
‘ ‘ ‘ ‘ 410 2031 ‘ 14.50
ol ALl L 3A0 2031 25412950 3532 402. . 4310 67.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 —— :
14.50
m/z 71.10 63.18%
%0 141.0 39.0
O T ‘ “ T hh‘ \“h\ “L \h‘ \“\ \‘ -“\]:8\‘3\.?\ T “\ ‘ \2\8\1;()‘:3\2\3\.(\)‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
T \
14.50
5000 ITI/Z 85.10 48.62%
9.0
o ‘ \‘\ Hh\ \h\ \“‘ h‘ ]\\‘.4\\].'9]\-8\30225'0267'0309'0 3670
T e A e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane T ‘
57.0 14.50
m/z 41.10 21.74%
5000 Wm
9.0
ol ||| 141.0183.0225.0 281.0 337.0 394.0
P A A S e e ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.851 3.63 ng 167548 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
4 Heneicosane 296 C21H44 000629-94-7 93
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 2170 (14.851 min): BF123179.D\data.ms (-2167) (-} m/z 57.10 100.00%
57.1

5000 m
14‘50‘ ‘15‘00‘
141.1 253.1 : ’
- “u v “‘”u‘“‘ L8 P98l 8651 nyz 71.10 69.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194492: Hexacosane
57.0
5000 — e
14.50 15.00
9.0 366.0 m/z 43.10 56.72%
‘ i ‘ | 141-0183.0225.0267.0300.0
oL ““ ‘\‘ \“\‘h‘ ‘H‘d‘ \‘ ‘\“\“ ‘\“\“ 1l ‘\‘ | ‘\‘\‘ | ‘\’ ] i — -
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
— ——
14.50 15.00
5000 m/z 85.10 50.27%
9.0
ol LI srosss0 2a00
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl- “ —
43.0 14.50 15.00
m/z 55.05 22.41%
5000 50 MWJMWMAW\'
127.0
ol P o s
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.192 6.26 ng 289042 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2228 (15.192 min): BF123179.D\data.ms (-2225) (1 m/z 57.10 100.00%
57.1
5000
—— —
\ ‘ || ‘\ H 101832 243.1290.1  369.2412. 199 1550
0ty ‘“ L T e S e m/z 71.10 67.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 —r —
15.00 15.50
m/z 43.10 60.61%
9.0
ol ‘L |12 10183.0005.00670 3380
\\\‘ \\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
—— —
15.00 15.50
5000 m/z 85.10 49,95%
9.0
oL ks | 141.0183.0925 0268.0
e T e R o e
miz--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane T —
57.0 15.00 15.50
m/z 55.10 19.87%
5000
9.0
ol li om0 200
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acqg On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS Vvial : 11 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|
n-Hexadecanoic ... 11.945 11.1 ng 674481 4 11.416 1214500 20.0
Heptadecane 12.504 3.6 ng 216733 4 11.416 1214500 20.0
Octadecanoic acid 12.733 17.5 ng 1062640 4 11.416 1214500 20.0
Eicosane 12.880 3.3 ng 160921 5 14.063 984955 20.0
Tricosane 13.239 3.2 ng 156755 5 14.063 984955 20.0
Heneicosane 13.580 3.5 ng 171729 5 14.063 984955 20.0
Heptadecane, 2,... 13.910 4.0 ng 194616 5 14.063 984955 20.0
Hexadecane, 1-i... 14.227 3.6 ng 177611 5 14.063 984955 20.0
Heptadecane, 9-... 14.533 3.9 ng 190443 5 14.063 984955 20.0
Hexacosane 14.851 3.6 ng 167548 6 15.551 923903 20.0
Tetracosane 15.192 6.3 ng 289042 6 15.551 923903 20.0
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