LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS Vvial : 16 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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28597.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.028 139 143 151 rVB 5543 8369 1.12% 0.116%
2 5.510 389 395 411 rVB 202965 312956 41.96% 4.337%
3 7.151 668 674 684 rBV 195762 334114 44.80% 4.630%
4 7.963 806 812 819 rVB 141068 217951 29.23% 3.020%
5 9.140 1005 1012 1018 rBV 125870 205004 27.49%  2.841%
6 10.781 1284 1291 1296 rBV 170982 282882 37.93% 3.920%
7 11.781 1456 1461 1466 rVB3 5304 8346 1.12% 0.116%
8 12.433 1567 1572 1577 rVB3 5100 7960 1.07% 0.110%
9 12.563 1588 1594 1606 rBV2 8032 18304 2.45% 0.254%
10 13.233 1702 1708 1716 rVB 271698 386395 51.81% 5.354%
11 13.927 1821 1826 1832 rBV2 4047 7802 1.05% 0.108%
12 14.069 1846 1850 1857 rVB2 10865 17971 2.41% 0.249%
13 14.245 1877 1880 1890 rVB3 6238 12638 1.69% 0.175%
14 14.333 1890 1895 1903 rBV 18168 30440 4.08% 0.422%
15 14.492 1919 1922 1928 rVB2 6383 8578 1.15% ©.119%
16 14.610 1931 1942 1949 rBV 230455 345602 46.34% 4.789%
17 15.016 2005 2011 2016 rBV6 6428 11831 1.59% 0.164%
18 15.222 2041 2046 2052 rBV5S 3556 7792 1.04% 0.108%
19 15.392 2071 2075 2079 rBV3 5275 8047 1.08% 0.112%
20 15.439 2079 2083 2087 rVB4 5903 8100 1.09% 0.112%
21 15.651 2114 2119 2122 rBV3 4204 8056 1.08% 0.112%
22 16.098 2189 2195 2207 rVB 198060 281757 37.78% 3.904%
23 16.304 2225 2230 2231 rBV2 9549 12870 1.73% 0.178%
24 16.321 2231 2233 2239 rVB5 11773 16920 2.27% 0.234%
25 16.427 2247 2251 2254 rBV 7723 11234 1.51% 0.156%
26 16.486 2258 2261 2267 rVV2 5839 10516 1.41% 0.146%
27 16.545 2268 2271 2277 rVB3 5724 8041 1.08% 0.111%
28 16.663 2283 2291 2293 rBV6 5838 13753 1.84% 0.191%
29 16.686 2293 2295 2300 rVV5 7687 11274 1.51% 0.156%
30 16.739 2300 2304 2311 rVB6 12197 21359 2.86% 0.296%
31 16.810 2311 2316 2319 rBV 9732 13315 1.79% 0.185%
32 16.874 2324 2327 2331 rVWV3 6811 8788 1.18% 0.122%
33 17.004 2345 2349 2354 rBV3 5390 9126 1.22% 0.126%
34 17.092 2359 2364 2368 rVW5 13676 20350 2.73% 0.282%
35 17.239 2384 2389 2396 rvB6 6327 15032 2.02% 0.208%

36 17.345 2401 2407 2411 rBV 253505 368459 49.41%  5.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS Vvial : 16 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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.386 2411 2414 2421 rVB 62086 81013 10.86% 1.123%
38 17.474 2424 2429 2434 rBV 38843 61032 8.18% 0.846%
39 17.621 2450 2454 2457 rBV5 7356 11154 1.50% 0.155%
40 17.745 2472 2475 2480 rBV 7853 10161 1.36% 0.141%
41 17.815 2484 2487 2492 rVB5 7888 10329 1.39% 0.143%
42 18.221 2550 2556 2560 rBvV2 213994 311520 41.77% 4.317%
43 18.404 2582 2587 2591 rBV4 21220 40621 5.45% 0.563%
44 18.510 2601 2605 2609 rBv4 12658 22336 3.00% 0.310%
45 18.598 2617 2620 2626 rVB7 7578 11487 1.54% 0.159%
46 18.710 2632 2639 2643 rBV4 21297 37839 5.07% 0.524%
47 18.757 2643 2647 2652 rVB4 11946 18952 2.54% 0.263%
48 18.968 2678 2683 2687 rBV 39604 53411 7.16% 0.740%
49 19.127 2705 2710 2714 rBvV3 26160 50462 6.77% 0.699%
50 19.351 2742 2748 2749 rBv2 158214 214974 28.83% 2.979%

51 19.380 2749 2753 2763 rVB2 389295 745768 100.00% 10.334%

52 19.492 2768 2772 2777 rVB 128410 162902 21.84%  2.257%
53 19.745 2811 2815 2823 rVB2 144133 227052 30.45%  3.146%
54 19.845 2829 2832 2839 rVB2 29098 44631 5.98% 0.618%
55 19.939 2843 2848 2853 rBV 364066 426076 57.13% 5.904%
56 20.809 2993 2996 2999 rBV 48306 58213 7.81% ©0.807%
57 21.180 3055 3059 3062 rBV2 74929 97233 13.04% 1.347%
58 21.386 3091 3094 3097 rVB 43020 44209 5.93% ©0.613%
59 21.486 3104 3111 3114 rBV2 350035 573506 76.90% 7.947%
60 21.515 3114 3116 3125 rVB 103799 139554 18.71%  1.934%
61 23.068 3376 3380 3385 rBV 95403 184310 24.71%  2.554%
62 23.650 3475 3479 3487 rVB 92028 159613 21.40% 2.212%

63 23.750 3491 3496 3502 rVB2 199413 346411 46.45%  4.800%

Sum of corrected areas: 7216701
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028597.D\data.ms
500000

400000
300000

200000 5210 7.151

10.781

7.963 9.140

100000

4.028 11.78:

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM028597.D\data.ms
500000

o

19.380
19.939

400000

300000 13.233 -

14.610

200000

100000

1212563 13694988497 15.QsamERNmeS1

O AL e o e e e T L B e e e e e e L A B A B

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM028597.D\data.ms
500000 21.486

23.750
400000

23.068

300000 .
21515 23610

21.180
200000 13

0.809

100000

o

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.221 16.91 ng 311520 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30

Abundance Scan 2556 (18.221 min): BM028597.D\data.ms (-2550) (-  m/z 43.05 100.00%

43.0 73.0
5000
129.0
213'2 T ‘ T T ‘ T
H ‘ 1711 256.1 18.00 18.50
O rrrprrro A m/z 73.5 99.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
1710 2130 2560 m/z 60.00 89.92%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid
43.0 73.0
P =
18.00 18.50
5000 129.0 ITI/Z 41.05 79.24%
199.0 2420
obrh ol 158,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72643: Tridecanoic acid 7 —
43.0 73.0 18.00 18.50
m/z 57.10 76.98%
5000 129.0
171.0
‘ ‘ ‘ 214.0
ouw‘m‘;:‘u“!“‘ e ——
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58

Operator : CG/JU

Sample : M1256-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.404 2.20 ng 40621  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3Bro0S 004701-17-1 59
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 47
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38

Abundance Scan 2587 (18.404 min): BM028597.D\data.ms (-2582) (-

m/z 189.10 100.00%

189.1
5000
i /\/‘\'WVWV‘\
63.0 150. 18:50
o S TRV ‘HM el ol 2810 sz 102,10 98.03%
miz--> 50 100 150 200 250
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
18.50
95.0 m/z 190.10 82.38%
O 27u OH ‘630\ wll “ 137 0 M
T 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
Abundance #53262: 5-Bromo-2-thiophenecarboxaldehyde
191.0 M
AAN AR S "
18.50
5000 m/z 191.10 65.09%
39.0 82.0
‘ ‘ M 117.0 161.0
0 ‘w“m“w‘wh\‘ | ‘1“\ : [ — : ‘H“ \\‘ : —
m/z--> 50 100 150 200 250
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene LATR! 7
189.0 18.50
m/z 187.10 20.54%
5000
94.0
0 ‘_‘HH_ — Mn
mlz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Naphthalene, 2-phenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.789  2.05ng 37839 Phenanthrene-d16 17.345

Hit# of 5 Tentative ID MW MolForm CASH# Qual

aphthalene, 2-phenyl- 204 C16H12 000612-94-2 55
»10-di(Chloromethyl)anthracene 274 C16H12C12 010387-13-0 52
4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 49
Hexenoic acid, 4-methylphenyl ... 204 C13H1602 069687-91-8 47
-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 47

uih wnN PR
[e) I \S IR VS Vo Jb-d
1.

Abundance Scan 2639 (18.710 min): BM028597.D\data.ms (-2632) (-  m/z 204.10 100.00%

204.1
97.1
5000
S | S
18.50 19.00
0 m/z 97.10 64.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 — ——
18.50 19.00
101.0 m/z 202.00 36.89%
O‘zﬁ\(\)‘\\‘\G\ﬁ\\MM\‘UH“‘HH‘\}%‘9\9\‘\].\7\\6‘9\\”‘“\\\‘\\\\‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160 180200220240260 280
Abundance #122693: 9,10-di(Chloromethyl)anthracene
204.0
_u Al
18.50 19.00
5000 m/z 57.10 34.99%
101.0 239.0
0,9 70, | 1m0 1780 | | era0
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #64243: 3,4-Biphenyldicarbonitrile — T
204.0 18.50 19.00
m/z 203.10 30.54%
5000
50.0 gg0 176.0
N O I Y S O S 1| O
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl8.968 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.968 2.90 ng 53411 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 43
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 40
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 38
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32

Abundance Scan 2683 (18.968 min): BM028597.D\data.ms (-2678) (- m/z 57.10 100.00%
57.1

5000 113.1 w
19.00
169.2 :
- “ A “ Ao L2080 2810 y7 113,10 46.84%
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
5000 APl \”\WA
97.0 19.00
’ m/z 97.05  44.20%
015.0, “\ L 1310 190 o070 311
T T T ‘ T T 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
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
——
19.00
5000 m/z 55.10 29.23%
113.0
A S T
m/z--> 50 100 150 200 250 300
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- —
57.0 19.00
m/z 83.10 18.90%
5000 113.0 WJ
0715' u‘lh‘u‘m‘m‘,HH_H“HH_‘ e
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.127 2.74 ng 50462  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 95
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 86
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 81
4 Phenanthrene, 4,5-dimethyl- 206 C1l6H14 003674-69-9 76
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 76

Abundance Scan 2710 (19.127 min): BM028597.D\data.ms (-2705) (-  m/z 206.10 100.00%
206.1

5000

=

B

A‘/\ ‘/\‘/\/\‘/\/\‘
19.00 19.50
0! m/z 191.10 51.49%
m/z--> 50 100 150 200 250
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 T —
19.00 19.50
101.0 m/z 57.10 47 .36%
' 165.0 ‘ m
0 \2\7\0\ ‘6\\?’.(\)‘\ “\Hh‘\ | — “ \‘\‘”\ !‘ LA S B S e
m/z--> 50 100 150 200 250
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
— —
19.00 19.50
5000 m/Z 205.05 24.33%
102.0 m
o270 630 ||[ 1650 ‘1
m/z--> 50 100 150 0 250 A
Abundance #66247: 9,10-Dimethylanthracene NN o —
206.0 19.00 19.50
m/z 99.05 21.88%
5000
89.0 m
0]-4-0 51' L) \\M\‘\\ ‘ m' ! ‘\\‘\L‘ H‘H u :

m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.492 5.68 ng 162902 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2772 (19.492 min): BM028597.D\data.ms (-2768) (- m/z 43.10 100.00%
43.1 730

5000 129.0

185.1 241.2
A

i

284. 19.50

, BN DU WPUNENT R m/z 73.00  86.60%

0 . .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.C T
185.0 241.0 19.50
m/z 60.00 80.95%
O ’ !H‘\h‘ \‘H\‘\\wh“‘\‘\”‘”h‘!h\‘\\“\\\\’\\\\‘\\H“\\\\‘\‘H\“H\‘\’HH‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0
—
43.0 19.50
5000 ITI/Z 55.10 73.20%
129.0
185.0 228.0
O bbbl it
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid T
43.0 73.0 19.50
m/z 57.10 72.21%
5000 129.0
199.0 242.0
o bo ||| o
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknown20.809 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.809 2.03 ng 58213 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 35
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
3 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 27
4 Piperazine, 1-methyl-4-(2-phenox... 220 C13H20N20 328002-65-9 18
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 16

Abundance Scan 2996 (20.809 min): BM028597.D\data.ms (-2993) - m/z 57.10 100.00%
57.1

113.1
5000
‘ 20‘56 él‘Od
169.1 230.1 . .
ol ““ bbb T 29903880 ) 113,65 57.75%
m/z--> 50 100 150 200 250 300 350
Abundance #149371: Sulfurous acid, di(2-ethylhexyl) ester
57.0
5000 . —
20.50 21.00
113.0 m/z 97.10 52.73%
O|””
m/z--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo-
57.0
— —
20.50 21.00
5000 m/z 55.10 30.32%
113.0
ol Ll ] 15101920
T R B i e e T A o e S o S A
m/z--> 50 100 150 200 250 300 350
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion: “ —
57.0 20.50 21.00
m/z 83.10 24.90%
5000
97.0
ol5.0 “‘\ | | | 147.0 219.0 261.0
e e e e T — ——
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.180 3.39 ng 97233 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 89
3 1-Octadecene 252 C18H36 000112-88-9 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 3059 (21.180 min): BM028597.D\data.ms (-3055) (-  m/z 43.10 100.00%
433
83.1
5000
2100 2150
| \‘ 277.1 325.0 = 1.0
oL —H A m/z 55.10 94.42%
mlz--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0
97.0
5000 —r ——
21.00 21.50
m/z 57.10  93.98%
39.0 224.0
O\“\‘{“‘\\“\\‘\h“\\\\Q‘\\‘\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
— —
21.00 21.50
5000 m/z 83.10 70.95%
oL LUl \h Ligoomeo 20
miz--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene T ——
57.0 21.00 21.50
97.0 m/z 97.10 67.03%
o MM
39.0
0 M” wM L3820 S S
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28597.D

Acqg On : 28 Jan 2021 20:58
Operator : CG/JU

Sample : M1256-02 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 ... 18.221 16.9 ng 311520 4 17.345 368459 20.0
4H-Cyclopenta[d... 18.404 2.2 ng 40621 4 17.345 368459 20.0
Naphthalene, 2-... 18.709 2.0 ng 37839 4 17.345 368459 20.0
unknown18.968 18.968 2.9 ng 53411 4 17.345 368459 20.0
Phenanthrene, 2... 19.127 2.7 ng 50462 4 17.345 368459 20.0
Octadecanoic acid 19.492 5.7 ng 162902 5 21.486 573506 20.0
unknown20.809 20.809 2.0 ng 58213 5 21.486 573506 20.0
Cyclohexadecane 21.180 3.4 ng 97233 5 21.486 573506 20.0
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