LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM028549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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@28549.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.404 202 207 214 rBV 20762 28166 2.53% 0.300%
2 5.040 307 315 321 rBV 9160 14211 1.28% 0.151%
3 5.516 390 396 407 rVB 488625 696163 62.60% 7.407%
4 7.151 666 674 685 rBV 468398 733140 65.92% 7.801%
5 7.987 807 816 823 rBV 126093 194910 17.53% 2.074%
6 9.163 1009 1016 1023 rBV 295670 474004 42.62% 5.043%
7 10.804 1289 1295 1302 rVB 163385 264778 23.81% 2.817%
8 12.204 1527 1533 1539 rVB2 10837 16003 1.44% 0.170%
9 13.257 1704 1712 1718 rBV 708415 973105 87.50% 10.354%
10 13.445 1739 1744 1751 rVB 25969 34001 3.06% 0.362%
11 13.521 1751 1757 1762 rBV 62018 93439  8.40% 0.994%
12 14.086 1845 1853 1859 rBV2 24796 44917 4.04% 0.478%
13 14.516 1920 1926 1931 rBV 52864 66347 5.97% 0.706%
14 14.633 1940 1946 1953 rVB 218852 314534 28.28%  3.347%
15 14.951 1995 2000 2006 rBV6 5080 12340 1.11% 0.131%
16 15.015 2007 2011 2016 rVVv4 6436 12034 1.08% 0.128%
17 15.127 2023 2030 2037 rBV5 11907 21732 1.95% 0.231%
18 15.463 2082 2087 2091 rVB 90618 109417 9.84% 1.164%
19 15.733 2129 2133 2145 rVB 21967 36050 3.24% 0.384%
20 15.862 2147 2155 2160 rBV 35076 66375 5.97% 0.706%
21 16.015 2177 2181 2187 rBV4 9435 17873 1.61% 190%

22 16.110 2192 2197 2204 rVB 452845 640913 57.63%
23 16.315 2227 2232 2241 rBV 117867 230619 20.74%

OO NO®
N
U1
A
xR

24 16.657 2286 2290 2293 rBV2 11159 16864 1.52% 179%
25 16.821 2315 2318 2322 rVB 10826 11935 1.07% 127%
26 16.892 2325 2330 2333 rBV2 14115 19038 1.71% 0.203%
27 17.104 2361 2366 2370 rBV 120796 140635 12.65% 1.496%
28 17.157 2370 2375 2379 rVB 50591 68834 6.19% 0.732%
29 17.362 2404 2410 2415 rBV 234790 341028 30.66%  3.629%
30 17.404 2415 2417 2422 rVB2 11290 14493 1.30% 0.154%
31 17.574 2443 2446 2453 rVB2 13008 17583 1.58% ©.187%
32 17.639 2453 2457 2464 rBV4 13592 28802 2.59% 0.306%
33 17.756 2474 2477 2482 rVB2 13514 18041 1.62% 0.192%
34 17.839 2486 2491 2497 rVB 104562 132812 11.94% 1.413%
35 18.115 2535 2538 2542 rBV5 8693 14491 1.30% ©.154%

36 18.239 2553 2559 2563 rBV 146779 208185 18.72%  2.215%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM028549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 18.521 2603 2607 2612 rBV 93782 112250 10.09%  1.194%
38 18.980 2682 2685 2689 rvB2 12705 16155 1.45% 0.172%
39 19.092 2701 2704 2708 rVB4 8771 11751 1.06% 0.125%
40 19.151 2709 2714 2721 rBV 84159 107322 9.65% 1.142%
41 19.398 2751 2756 2762 rVB2 34882 59328 5.33% 0.631%
42 19.498 2769 2773 2782 rBV 64095 101041 9.09% 1.075%
43 19.721 2807 2811 2814 rBV 58248 64412 5.79% 0.685%
44 19.768 2814 2819 2829 rVWW 346774 492852 44.32% 5.244%
45 19.956 2845 2851 2856 rVB 906673 1112147 100.00% 11.833%
46 20.250 2898 2901 2905 rVB 44779 49159 4.42% 0.523%
47 20.697 2973 2977 2981 rBV 107206 116982 10.52%  1.245%
48 20.739 2981 2984 2988 rVB 28700 30682 2.76% 0.326%
49 21.197 3057 3062 3071 rVB 183638 241303 21.70% 2.567%
50 21.392 3092 3095 3099 rVB 44779 49631 4.46% 0.528%
51 21.492 3107 3112 3117 rBV 280102 362448 32.59%  3.856%

52 23.762 3492 3498 3506 rVB2 187075 343101 30.85% 3.651%

Sum of corrected areas: 9398376
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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: BM028549.D\data.ms

800000

600000
5.516 7151

400000
9.163

200000 10.804
7.987

4.404 5040
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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: BM028549.D\data.ms

19.p56

800000
13.257

600000

16.110

400000

14.633
200000

13.521 14.516
12.204 13485 140867 ) 198127 |

A o B B e B e e e e B L

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM028549.D\data.ms

800000

600000

400000

200000

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 18
R.T. EstConc Area Relative to ISTD R.T.
4.404 2.89 ng 28166 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80
Abundance Scan 207 (4.404 min): BM028549.D\data.ms (-202) (-) m/z 83.10 100.00%
551 83.1
5000
R A RARE
4.00 4.20 4.40 4.60 4.80
ol 2068 py7 55,10 99.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 | B B B R
4.00 4.20 4.40 4.60 4.80
29.0
m/z 43.00 51.65%
O\H\‘\“}H“ih\\Hi“l‘HHH\H“\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3169: 3-Hexen-2-one
83.0
55.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 36.20%
29.0‘
0‘H“HHH‘JH“M‘MH‘m,luw‘_H“HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- R EAREE T
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 31.44%
5000
27.0
om‘w:‘m‘wh“l_“‘m,‘lHu_m‘uHWHWHWHWH 1 NN K N
m/z--> 20 40 60 80 100 120 140 160 180 200 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@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.522 5.94 ng 93439  Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 35
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 27
Abundance Scan 1757 (13.521 min): BM028549.D\data.ms (-1751) (-  m/z 43.05 100.00%
3.0
109.1
5000 151.1
T I
‘ ‘69"1 | 13.50
bbb b m/z 109.10  69.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 A :
13.50
69.0 m/z 151.05 49.61%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109.0
U \
13.50
5000 m/z 41.10 23.22%
151.0
80.0
Jiso 40 T |
A e e B R maa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol \M4m¢ 7 ‘
109.0 13.50
m/z 69.10 14.53%
5000 151.0
43.0
80.0 A
3 AN AR MUY AR DO— L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.515 4.22 ng 66347  Acenaphthene-die 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1926 (14.516 min): BM028549.D\data.ms (-1920) - m/z 57.05 100.00%
57.0
5000
85.1
T \
14.50
113.0
om_Hw‘Hm””_‘H_m_‘1“‘1?”1”“”wwm_m m/z 43.10  76.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
5000 85.0 T
14.50
29.0 m/z 71.10 52.66%
11
O\\\‘\H‘\\“}\\H“\WH}\‘\\\\“\\\\‘\\]\_\4‘1\9\]‘_\6\9\\0‘\]\-\9\7‘9\\2‘2\6\\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48855: Undecane, 2,3-dimethyl-
43.0
M ol Y
71.0 14.50
5000 m/z 41.10 38.11%
99.0 140.0
N P e -7 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T
57.0 14.50
m/z 85.10 35.38%
5000
85.0
29.0
oL L m0ia0 im0
e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.463 6.96 ng 109417  Acenaphthene-die 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Dodecane 170 C12H26 000112-40-3 90

Abundance Scan 2087 (15.463 min): BM028549.D\data.ms (-2082) (- m/z 57.05 100.00%
57.0

=
15.50
1131
0 Hwmm“;mhuu”mmN‘_‘:M_ﬁfl‘l“lﬁ??ﬁww“2‘2‘?2‘ m/z 43.05  78.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 T
85.0 15.50
29.0 m/z 71.10  55.00%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
=
15.50
5000 85.0 ITI/Z 41.10 41.46%
29.0
o [ 1301410 1690 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane —
57.0 15.50
m/z 85.10 37.83%
5000
85.0
290‘
ST P O B S VA |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 unknownl5.733 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.733 2.29 ng 36050  Acenaphthene-die 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 59
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 ©55759-91-6 47
3 Camphorsulfonic acid 232 C1eH1604S 003144-16-9 37
4 3-Pyridinemethanol, acetate 151 C8HINO2 010072-09-0 35
5 Acetaminophen 151 C8HSNO2 000103-90-2 35

Abundance Scan 2133 (15.733 min): BM028549.D\data.ms (-2129) - m/z 43.05 100.00%

43.0
109.1
5000
151.1 2131
69.1
‘ ‘ ‘ 15 50 16 OO
oboe b b W W b L s 1es.e5  e8.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 A MA‘/\AM/}MA
15.50 16.00
69.0 m/z 151.05 33.04%
O :\L\S\.‘()\‘\‘\ \“‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ‘ \ \M\ “1 T \‘ \“ T L T ‘ T \‘\ T ‘1\9\2\.‘0\ TTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
—— —
15.50 16.00
m/z 213.10  27.24%
5000 43.0 151.0 /
81.0
‘ ‘ ‘ ‘ 179.0
0 A ), 0 S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87021: Camphorsulfonic acid T —
109.0 15.50 16.00
81.0 m/z 41.00 24.58%
151.0
5000
41.0
0/18.0 L 4 1880 2320
i R e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 Silane, trichlorooctadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.863 4.22 ng 66375  Acenaphthene-die 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 2155 (15.862 min): BM028549.D\data.ms (-2147) - m/z 57.10 100.00%
57.1

9.1 15‘50‘ ‘16‘00‘
L Fu'\ 169.2 ' ' P
ol m/z 43.05 54.04%
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57.0
5000 I U
15.50 16.00
m/z 71.10 45.31%
9.0
0154 Ll %41.0 189.0231.0273.0315.0  386.0
\\\\‘\T\\‘!\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane
57.0
= A
15.50 16.00
5000 m/z 41.05 29.24%
9.0
Jlaa | L[] 141018302260
e B S A wa o oo
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane “ —
57.0 15.50 16.00
m/z 85.10  23.19%
5000
9.0
ol | 1), 141.0183.0225.0 281.0 337.0 394.
A R L B B e e S o e = 7
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.315 13.52 ng 230619  Phenanthrene-die 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 2232 (16.315 min): BM028549.D\data.ms (-2227) - m/z 57.10 100.00%
57.1
— —
99.1 1411 1831 16.00 16.50
ol o L 2800 1881 2402 m/z 43.05  77.44%
miz-> 50 100 150 200 250
Abundance #94345: Heptadecane
57.0
5000 = T
16.00 16.50
m/z 71.10 56.87%
99.0
Ot “‘\ ‘\“ ‘”h‘\ “!‘ \‘H‘\ H“ \“‘ T %4%‘0‘\ :‘!-8\2\0‘ f \2\49?\ T
miz--> 50 100 150 200 250
Abundance #141425: Heneicosane
57.0
— T
16.00 16.50
5000 m/z 85.10 37.46%
99.0
iso | |10 1410 1830 2250 2s6
e L A e
miz--> 50 100 150 200 250
Abundance #83024: Hexadecane T —
57.0 16.00 16.50
m/z 41.05 37.07%
- /\AfJuVVJ\«NMMMN&u
99.0
ol | | P9 a0 om0 et b
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.104 8.25 ng 140635  Phenanthrene-die 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2366 (17.104 min): BM028549.D\data.ms (-2361) - m/z 57.10 100.00%
57.1

> J“AAAJLAANMNNﬁMmA
1700 17.50
ol i AL H‘ ! %‘4“1‘1‘ A m/z 43.10 77.31%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
5000 T —
17.00 17.50
m/z 71.05 57.74%
.0
01\5.\(4\ ‘\““\ ‘!‘ \“‘\““ \“ \]“-\4\].‘()\ T \:L\Q?\()\ T ‘ T T ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 40.37%
9.0
olsg || a0 w20
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T —
57.0 17.00 17.50
m/z 41.10 38.53%
h J&&AA/MNWAAAxM\fJ\mAA
oL ‘ F ‘}410183022502670 323.0 380.(
“‘““““““‘“““““““““,““ —— —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.157 4.04 ng 68834  Phenanthrene-die 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2375 (17.157 min): BM028549.D\data.ms (-2370) - m/z 57.10 100.00%
57.1

> MAAAJkAA\NAfva\A
— —
113.1 1831 17.00 17.50
0 \\Jy WW‘Wﬂ‘MJ‘MuHJW“““““““““‘ m/z 71.10 70.37%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T —
17.00 17.50
m/z 43.10  55.43%
O \“\\‘ H‘\“\““ \“\“\ \“‘\]_\8\‘3\?\\\2\5)‘3\9\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
— —
17.00 17.50
5000 ITI/Z 85.10 38.13%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T —
57.0 17.00 17.50
m/z 41.10 29.14%
5000
9.0
ol ‘ \\hd 1 141.0183.0225.0267.0 323.0 380.0
L R I A o R e e e —— —
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BM012021.M Wed Jan 27 12:44:38 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 10 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.839 7.79 ng 132812  Phenanthrene-die 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2491 (17.839 min): BM028549.D\data.ms (-2486) (- m/z 57.10 100.00%
57.1
me o0
141.1 : :
oL “u‘“ Mw‘1‘8‘3‘1_m_m_m_m m/z 43.10 76.15%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 — —
17.50 18.00
m/z 71.10 56.43%
ol ‘ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
— —
17.50 18.00
5000 m/z 85.10 40.29%
9.0
0 Ll i h\ , 141.0183.0225.0267.0  338.0
o T AL Lk A man ST
miz--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- T —7
57.0 17.50 18.00
m/z 41.10 34.90%
B MM
9.0 183.0
oL bl Lo T s e
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 11 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.239 12.21 ng 208185  Phenanthrene-die 17.362
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2559 (18.239 min): BM028549.D\data.ms (-2553) (-  m/z 43.10 100.00%

43.1 73.0
5000
129.1
213.2 — ——
‘ ‘ 171 1 ‘ 256.1 18.00 18.50
ok ‘hh W\M\mww m“‘ HHwH‘M : L‘ m/z 73.05 97.17%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 CT T T
18.00 18.50
97.0 1710 9130 256.0 m/z 60.00  86.25%
oL— ‘M‘ U!\ H\‘\ MhH\ ‘H‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ N
m/z--> 50 100 50 200 250
Abundance #84453: Tetradecanoic acid
73.0
—— —
43.0 18.00 18.50
5000 m/z 41.10 81.49%
129.0
185.0 228.0
ok ““ \“d‘u‘u‘ {M‘\‘H} A L ! “\‘ — ‘\‘ e
m/z--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.10 75.95%
43.0
5000
129.0
1710 2140
01‘41‘0‘\‘ U‘\‘u‘n‘ H‘H uh“ HM ‘hm‘w \‘m‘ “\ ‘\‘ ‘ “\‘ — — —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM012021.M Wed Jan 27 12:44:39 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 12 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.521 6.58 ng 112250  Phenanthrene-die 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2607 (18.521 min): BM028549.D\data.ms (-2603) (- m/z 57.10 100.00%
57.1

—— ‘
o9 1410 183.2 16:50
oLk d lad 14101832 2251 2810 ./, 43.10  77.04%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000 —— |
18.50
m/z 71.10 59.63%
99.0
oLl L i |, 1410 1830 2250 2670 a8
\\\\‘ \\’\\\\‘1\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
—— I
18.50
5000 m/Z 85.05 41.52%
‘ 99.0
41.0
050 L L4 iL 140 1830 2250 2060
m/z--> 50 100 150 200 250 300
Abundance #83023: Hexadecane T
57.0 18.50
m/z 41.10 34.74%
B JU\M\
99.0
o150 | || 0 om0 0 -~
m/z--> 50 100 150 200 250 300 18.50

8270-BM012021.M Wed Jan 27 12:44:40 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.151 6.29 ng 107322  Phenanthrene-die 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2714 (19.151 min): BM028549.D\data.ms (-2709) (- m/z 57.10 100.00%
57.1

> \M/\L/\‘\
01 1900  19.50
141.1 : :
ob—b 4 ! At 1832 810 m/z 43.10 70.19%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 — —
19.00 19.50
m/z 71.10 56.67%
oL \MMH A141018302250 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
19.00 19.50
5000 ITI/Z 85.10 39.62%
0 L\ H\ Ji \‘ H‘ \ | 01830 239.0 296.0
e L e L R e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane 7 —
57.0 19.00 19.50
m/z 41.10 32.93%
- M
0 % \141018302250 282.0
L e —
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM012021.M Wed Jan 27 12:44:41 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 15 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.497 5.58 ng 101041 Chrysene-d12 21.491
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 95
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 2773 (19.498 min): BM028549.D\data.ms (-2769) (- m/z 43.10 100.00%

3.1
5000
129.0
3 T ‘ T
‘ ‘ 1851 241.2 284 1 19.50
oLb— h | m\‘\‘ﬂh‘ M\\‘MH M‘ M| “ “\‘\‘\\‘ L \‘ , ‘\‘ P m/Z 73.05 88.71%
mlz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 T
19.50
185.0 241.0 284.0 ITI/Z 60.00 77 .55%
O\\\“ ‘“M‘M‘\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
T /\\ ‘ T /l\\ A A\
19.50
5000 129.0 ITI/Z 41.10 75.98%
29.(
‘ 199.0 242 0
oL il H‘ M\‘u} ‘ \‘ L “ “ L ‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P
43.0 19.50
m/z 55.10 75.48%
5000 284.0
3.0 129.0
‘ 1850 2410
NI 1N I e s . 1 .
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM012021.M Wed Jan 27 12:44:41 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 16 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.721 3.55 ng 64412 Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 86

Abundance Scan 2811 (19.721 min): BM028549.D\data.ms (-2807) - m/z 57.10 100.00%

57.1
5000
1950 2000
218.0 : :
155.1
o‘MHWMHMHMWMHWHW_NH_H‘Wuﬁ??fuuuuu_‘u_%gﬁf m/z 43.10  73.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105884: Octadecane
57.0
5000 AU U
19.50 20.00
99.0 m/z 71.05 57.36%
027\0‘ h H\ i H‘ w‘ \4?-0 1830 22502540
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129492: Eicosane
57.0
— —
19.50 20.00
5000 m/z 85.10 43.87%

99.0
M\H‘u | 141.0 1830 2250 282.(

%

0‘,H‘w‘w‘w‘w‘w‘wH,HHWHWwmwwm,m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94345: Heptadecane

57.0 19.50 20.00
m/z 41.10 33.09%
99.0

027‘ \ i H‘ | \1410 182 0211. 02400

‘,m“m“m“m“m“mw",mw‘wH‘mwwm,m — —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 17 Phenol, 4,4'-(1-methylethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.768 27.20 ng 492852 Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 53
3 Indole,6-methyl-2-(2-thienyl)- 213 C13H11NS 296245-70-0 52
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 49
5 2H,8H-Benzo[1,2-b:3,4-b"']dipyran... 228 C14H1203 000523-59-1 42

Abundance Scan 2819 (19.768 min): BM028549.D\data.ms (-2814) (-  m/z 213.10 100.00%

218.1
5000
910119.1
39.0 ‘ ‘ ‘ 165.1 ‘ ‘ b81c 19 50 20 00
O et s b aon m/z 119.05  19.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84556: Phenol, 4,4'-(1- methylethylldene)b|s-
218.
5000 — A
19.50 20.00
119.0 m/z 228.10 16.44%
91.0
0 510\ | ‘M 1650 ‘ 1
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4- b]d|pyran -2-one, 8,8-din
18.0
— T
19.50 20.00
5000 m/z 214.10 15.44%
185.0
ol 510 920 12804570 | | |
R T R RARRA AR aanE L
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #71939: Indole,6-methyl-2-(2-thienyl)- e o
218.0 19.50 20.00
m/z 91.05 11.83%
5000
45.0
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 18 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.250 2.71 ng 49159 Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 80
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2901 (20.250 min): BM028549.D\data.ms (-2898) (- m/z 57.10 100.00%
57.1

. xwdwwaﬂmfAA«/Nx/uwﬂﬂ
‘ 2000 20.50
213.0 : :
0 M‘ J \ “‘lﬁ Pt 280 m/z 43.18  69.19%
mlz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 — ——
20.00 20.50
m/z 71.10 58.28%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
—— —
20.00 20.50
5000 ITI/Z 85.10 42.11%
‘ 183.0
oL LT T a0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T ——
57.0 20.00 20.50
m/z 41.05 27.13%
- RMwW“wmmekaﬂwmwNJh
41.0
RN M [W0ms0ms0 20 T
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 19 Adipic acid, 2-ethylhexyl o... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.698 6.46 ng 116982 Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
3 Diisooctyl adipate 370 C22H4204 001330-86-5 87
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 70
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58

Abundance Scan 2977 (20.697 min): BM028549.D\data.ms (-2973) (-  m/z 129.00 100.00%
129.0

>

5000 sl
1]l 2050 100
241.1 : :
ol i b uh“‘ ! ‘h‘ L a8l #-loep0 3410 s 10 se.3su
miz—> 0 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
120.0
5000 T -
241.0 20.50 21.00
570 m/z 55.10  35.72%
ol il Lyl 1990 | ae0
T T T 1 ‘ T TT ‘ T T ‘ T 1T 17T ‘ T T 1 ‘ T T T ’ L ‘ T T T

miz—> 0 50 100 150 200 250 300 350

Abundance  #196973: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

-

— —
20.50 21.00

5000 57.0 m/z 70.10  32.12%

L o
| H\‘ L }“ | 1990 | | 3130 370

-

O T L A T B e e e e e e LA
miz—> 0 50 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate e =
129.0 20.50 21.00
m/z 71.05 30.48%
57.0
5000
L moe
o150 | “\H‘ 1l }L | L 1990° 17 3130 70, pore bt
m/z--> 0 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@12721\
Data File : BM@28549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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 20 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.197 13.32 ng 241303 Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 97
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 3062 (21.197 min): BM028549.D\data.ms (-3057) (- m/z 57.10 100.00%

57.1
5000
111

2100 2150
168.1
o\22212801 m/z 43.10  95.14%

m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
53.0

5000

21100 2150
11.0 m/z 55.18 86.75%
I

0 “ \ \‘L \‘\ } 1768 0 224.0 280 0

LI ‘ ‘ L ‘ L ‘ T f T ‘ LI ‘ LI ‘ L

m/z--> 50 100 150 200 250 300 350 400

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

21 00 21 50
5000 11.0 ITI/Z 83.10 71.17%
oL ] ‘\ \H\ 1550, 21 02550 356.0
miz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester e —
57.0 21.00 21.50
m/z 69.05 64.81%
5000 11.0
169.0
224,
ol LU Ly 200me00, o
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BM012021.M Wed Jan 27 12:44:45 2021 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM028549.D

Acqg On : 26 Jan 2021 20:09
Operator : CG/JU

Sample : M1216-01

Misc :

ALS vial : 5 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,... 4.404 2.9 ng 28166 1  7.992 194910 20.0
2,4,7,9-Tetrame... 13.522 5.9 ng 93439 3 14.633 314534 20.0
Hexadecane 14.515 4.2 ng 66347 3 14.633 314534 20.0
Tetradecane 15.463 7.0 ng 109417 3 14.633 314534 20.0
unknown15.733 15.733 2.3 ng 36050 3 14.633 314534 20.0
Silane, trichlo... 15.863 4.2 ng 66375 3 14.633 314534 20.90
Heptadecane 16.315 13.5 ng 230619 4 17.362 341028 20.0
Pentadecane 17.104 8.3 ng 140635 4 17.362 341028 20.0
Hexadecane, 2,6... 17.157 4.0 ng 68834 4 17.362 341028 20.0
Heptacosane 17.839 7.8 ng 132812 4 17.362 341028 20.0
n-Hexadecanoic ... 18.239 12.2 ng 208185 4 17.362 341028 20.0
Tetracosane 18.521 6.6 ng 112256 4 17.362 341028 20.0
Heptadecane, 2,... 19.151 6.3 ng 107322 4 17.362 341028 20.0
Octadecanoic acid 19.497 5.6 ng 101041 5 21.491 362448 20.0
Octadecane 19.721 3.5 ng 64412 5 21.491 362448 20.0
Phenol, 4,4'-(1... 19.768 27.2 ng 492852 5 21.491 362448 20.0
Octacosane 20.250 2.7 ng 49159 5 21.491 362448 20.0
Adipic acid, 2-... 20.698 6.5 ng 116982 5 21.491 362448 20.0
Cycloeicosane 21.197 13.3 ng 241303 5 21.491 362448 20.0
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