LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS Vvial : 17 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@28598.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.746 990 95 103 rVB 6242 9835 2.47% 0.270%
2 4.381 198 203 213 rBV 268877 367038 92.05% 10.095%
3 5.016 306 311 319 rBV 151574 203704 51.09% 5.603%
4 7.157 670 675 681 rBV 10087 15946 4.00% 0.439%
5 7.963 805 812 819 rBV 129167 196007 49.15% 5.391%
6 8.634 920 926 931 rVB2 4466 7185 1.80% ©.198%
7 9.139 1006 1012 1017 rBV 40138 63359 15.89% 1.743%
8 10.780 1284 1291 1296 rBV 158506 258846 64.91% 7.119%
9 10.828 1296 1299 1304 rVB 8014 11232 2.82% 0.309%
10 12.180 1523 1529 1533 rBV 3212 4487 1.13% 0.123%
11 12.439 1569 1573 1577 rBV 2651 4112 1.03% 0.113%
12 13.233 1702 1708 1714 rVB 103864 142378 35.71% 3.916%
13 13.421 1735 1740 1747 rBV2 5266 8253 2.07% 0.227%
14 14.074 1845 1851 1855 rVB3 2854 5001 1.25% 0.138%
15 14.463 1909 1917 1919 rBV3 2304 4748 1.19% 0.131%
16 14.492 1919 1922 1927 rVB2 6238 8274 2.07% 0.228%
17 14.610 1935 1942 1949 rVB2 213167 314638 78.91% 8.654%
18 14.674 1949 1953 1958 rVB2 4473 5905 1.48% 0.162%
19 15.004 2004 2009 2015 rBV2 4338 7119 1.79% 0.196%
20 15.439 2079 2083 2088 rBV 6046 7471 1.87% 0.205%
21 15.657 2115 2120 2126 rBV2 5526 8625 2.16% 0.237%
22 16.298 2225 2229 2232 rBV2 6959 9969 2.50% 0.274%
23 17.086 2358 2363 2368 rBV2 6958 8548 2.14% 0.235%
24 17.139 2368 2372 2375 rBV3 3015 5305 1.33% 0.146%
25 17.345 2401 2407 2411 rBV 241390 336768 84.46% 9.262%
26 17.386 2411 2414 2420 rVB 54642 68592 17.20% 1.887%
27 17.474 2425 2429 2437 rVW 11666 17174 4.31% 0.472%
28 17.745 2470 2475 2482 rBV4 4582 7692 1.93% 0.212%
29 17.815 2482 2487 2492 rBV2 5984 8373 2.10% 0.230%
30 17.992 2514 2517 2522 rVB2 7999 9788 2.45% 0.269%
31 18.215 2550 2555 2560 rBV2 35237 59689 14.97% 1.642%
32 18.262 2560 2563 2569 rVB2 11180 16657 4.18% 0.458%
33 18.409 2583 2588 2592 rBV3 8559 17728 4.45% 0.488%
34 18.509 2601 2605 2609 rBvV2 7509 10075 2.53% 0.277%
35 18.709 2636 2639 2643 rvB2 5034 6383 1.60% 0.176%
36 18.756 2645 2647 2651 rVB5 4902 5414 1.36% 0.149%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS Vvial : 17 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 19.127 2706 2710 2713 rBV3 28512 36373 9.12% 1.000%
38 19.156 2713 2715 2724 rVB4 20775 28193 7.07% 0.775%
39 19.386 2744 2754 2767 rBV 91531 224990 56.42% 6.188%
40 19.486 2768 2771 2776 rVWV2 20213 28216 7.08% 0.776%
41 19.621 2791 2794 2797 rBv4 9133 13070 3.28% 0.359%
42 19.709 2806 2809 2811 rBv2 11772 13286 3.33% 0.365%
43 19.745 2811 2815 2824 rVB 58944 82101 20.59% 2.258%
44 19.939 2843 2848 2853 rVB 163407 193925 48.63% 5.334%
45 21.180 3057 3059 3063 rVB2 37286 35392 8.88% 0.973%

46 21.480 3105 3110 3115 rBV 282955 398753 100.00% 10.967%
47 23.750 3491 3496 3503 rVB2 191846 339317 85.09% 9.332%

Sum of corrected areas: 3635934
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS vial : 17 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: BM028598.D\data.ms

400000
350000
300000
4.381
250000
200000
5.016 10.780
150000 2 963

100000

50000 9.139

3.746 7.157 8.634 /\ 10,828
0 L ‘ L ‘ 1 T 7T ‘ T 1 T 7T ‘ T T T T ‘ L ‘ L ’ T T T ‘ T T T T ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ L ‘ L ‘ L ‘ L

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: BM028598.D\data.ms

400000
350000
300000
250000 17.345

14.610 19.939
200000
150000

13.233
100000

50000

12.180.439 3421  14.07414 745.00415.430657  16.298 1

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM028598.D\data.ms

21.480
400000 23.750

350000

300000

250000

200000
21.180
150000
100000

50000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 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@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS vial : 17 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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.381 37.45 ng 367038 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 203 (4.381 min): BM028598.D\data.ms (-198) (-) m/z 83.10 100.00%
55.0 83.1
5000
43.0 98.1

R e e Ry

‘ 67.0 4.00 4.20 4.40 4.60 4.80
bt et e~ m/z 55.05  98.10%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3246: 3-Penten-2-one, 4-methyl-

55.0 83.0
5000 430 L L L BLELL N B L
’ 98.0 4.00 4.20 4.40 4.60 4.80
29.0
m/z 43.00 41.72%
‘\ Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
55.0
R aa e e R
43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 36.83%
29.0
98.0
| “\‘\ u\m 690 |
Ot et e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- R RaN T EammaRRT
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 31.05%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu SONNRERY § USU—
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS vial : 17 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 20.79 ng 203704 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 311 (5.016 min): BM028598.D\data.ms (-306) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 P
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Obrprrrepreettleer el et e e M/z 59.1@ 0 59.66%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LB B I
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.10  20.37%
27‘_0 H 83.0 101.0
O\\‘H}\‘HHH“H‘H‘HW\‘H\\‘HH‘\‘H\‘H\HHH‘HH‘HH‘\H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R A ARARAREET
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14.64%
41.0
27.0 101.0
o"w‘l“‘w‘i:‘mwmmwm‘mwH_m_ww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.80%
5000 41.0
0 \H \‘ \‘ 1l 3.0 12\6'0 142.0 "
e e e e e e e e e PRSP SR
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS vial : 17 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.54 ng 59689  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 30
Abundance Scan 2555 (18.215 min): BM028598.D\data.ms (-2550) (- 43.05 100.00%
43.0 73.1
192.1
5000
18 00 18 50
0! m/z . 92.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18 00 18 50
1710 2130 2560 m/z 60.0 90.20%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid
43.0 73.0
e Yhoun
18.00 18. 50
5000 129.0 m/z 192.1 80.18%
199.0 2420
0“W‘Hﬂmul‘ Lo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72643: Tridecanoic acid —
43.0 73.0 18. 00 18 50
m/z . 79.36%
5000 129.0
171.0
‘ ‘ ‘ 214.0
o‘u_kﬂkﬂw
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@28598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc :

ALS vial : 17 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 1-Pentadecyne Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.127 2.16 ng 36373  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecyne 208 C15H28 000765-13-9 93
2 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 76
3 9-Octadecyne 250 C18H34 035365-59-4 68
4 1-Tetradecyne 194 C14H26 000765-10-6 68
5 1-Tridecyne 180 C13H24 026186-02-7 68

Abundance Scan 2710 (19.127 min): BM028598.D\data.ms (-2706) (- m/z 67.05 100.00%

67.0 '
5000 206.1
09'1 T ‘ T T ‘ T
152.0 ‘ 263.1 19.00 19.50
0 A ‘M O 1 m/z 81.05 77.41%
miz--> 50 100 150 200 250 300
Abundance #67946: 1-Pentadecyne
81.0
43.0

— —

5000
19.00 19.50

m/z 55.05 74.64%

\‘ \ ] wL 1230 1650 208.0
T T T T T T ‘ T T T T ‘ L ‘ L ‘ L
miz--> 100 150 200 250 300
Abundance #178355 2-Chloroethyl linoleate

c

19.00 19.50
5000 ITI/Z 41.10 67.77%
09.0
263.0
ol w “H T -
m/z--> 100 150 200 250 300
Abundance #102606: 9-Octadecyne 7 —
81.0 19.00 19.50
m/z 95.10  51.25%
41.0
5000
‘ 1{230
AENUT R E— B
m/z--> 50 100 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028598.D

Acqg On : 28 Jan 2021 21:34
Operator : CG/JU

Sample : M1241-01 5X

Misc

ALS Vvial : 17 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|
3-Penten-2-one,... 4.381 37.5 ng 367038 1 7.963 196007 20.0
2-Pentanone, 4-... 5.016 20.8 ng 203704 1 7.963 196007 20.0
n-Hexadecanoic ... 18.215 3.5 ng 59689 4 17.345 336768 20.0
1-Pentadecyne 19.127 2.2 ng 36373 4 17.345 336768 20.0
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