LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27 Instrument :
Operator : CG/JU BNA_P

Sample 1 M3772-03 ClientSampleld :
Misc : ASTE-PRE-CLASS

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_ P\Methods\8270E-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7039.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.622 254 261 274 rBV 5394998 8322742 71.24% 10.781%
2 5.022 324 329 340 rBV 358649 534660 4.58% 0.693%
3 5.481 400 407 416 rBV 4047269 5889439 50.41% 7.629%
4 7.069 669 677 684 rBV 3793297 5995090 51.31% 7.766%
5 7.534 750 756 768 rBv2 179434 365317 3.13% 0.473%
6 7.905 811 819 826 rVV 1085540 1779202 15.23% 2.305%
7 8.4406 900 910 917 rBV2 112944 249160 2.13% 0.323%
8 8.505 917 921 925 rVB 95568 128551 1.10% 0.167%
9 8.569 925 932 942 rVB2 150835 344849 2.95% 0.447%
10 8.675 944 950 955 rBV 135445 222841 1.91% 0.289%
11  9.069 1010 1017 1024 rBV 2142588 3526086 30.18% 4.567%
12 9.140 1024 1029 1039 rVB 651900 1018749 8.72% 1.320%
13 9.399 1066 1073 1081 rVB6 60696 181363 1.55% 0.235%
14  9.593 1102 1106 1117 rVB3 54434 131744 1.13% 0.171%
15 9.793 1133 1140 1144 rBV5 60979 117846 1.01% 0.153%
16 9.993 1166 1174 1179 rVB3 92763 190756 1.63% 0.247%
17 10.057 1181 1185 1190 rBV2 90579 131163 1.12% 0.170%
18 10.140 1190 1199 1204 rBV 109712 211335 1.81% 0.274%
19 10.246 1212 1217 1222 rBV2 87608 155718 1.33% 0.202%
20 10.493 1254 1259 1269 rBV 120777 259539 2.22% 0.336%
21 10.704 1286 1295 1301 rBV 1440573 2857684 24.46% 3.702%

22 13.157 1705 1712 1726 rBV 5452696 8142467 69.69% 10.547%

23 14.534 1938 1946 1958 rBV 2041560 3038991 26.01% 3.936%
24 16.016 2191 2198 2214 rBV 4339476 6303670 53.96%  8.165%
25 17.281 2406 2413 2425 rBV 2530023 3612795 30.92% 4.680%
26 18.169 2558 2564 2573 rBV 390927 622077 5.32% ©0.806%
27 19.280 2749 2753 2768 rBV3 208076 320979 2.75% ©0.416%
28 19.398 2769 2773 2783 rBV 179559 282262 2.42% ©.366%
29 19.622 2808 2811 2823 rVB2 112154 184978 1.58%  0.240%
30 19.833 2842 2847 2858 rVB 9763230 11683191 100.00% 15.133%
31 20.139 2895 2899 2905 rVB 144463 153963 1.32% ©.199%
32 20.622 2978 2981 2984 rBV 175712 177061 1.52% 0.229%
33 21.074 3053 3058 3066 rBV 503898 728457 6.24%  0.944%
34 21.357 3101 3106 3112 rBV 3262315 4104353 35.13% 5.316%
35 21.510 3129 3132 3137 rVB 198495 232072 1.99% ©0.301%

36 21.974 3208 3211 3217 rVB 207203 265401 2.27% 0.344%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

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_ P\Methods\8270E-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.474 3293 3296 3302 rVB 192560 270535 2.32% ©.350%
38 23.039 3389 3392 3397 rVB 177888 252731  2.16% ©.327%
39 23.768 3510 3516 3530 rVB2 2058176 4211254 36.05% 5.455%

Sum of corrected areas: 77201071
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP007039.D\data.ms

8000000

6000000 4.622

5.481
4000000 7.069

9.069
2000000

10.704

7.905

140

0 >022 7.534 k 8088867 5 9.39%937 98A820B.49
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP007039.D\data.ms

19.833

8000000

6000000 13.157
16.016
4000000

17.281

2000000 14.534

18.169 19.9888622| 20.139
O L B B L I e e (B e e
Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP007039.D\data.ms

8000000

6000000

4000000 21.357

23.768

2000000

21.074 . 22.474 23.039
622 1.510 21.974 0

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.022 6.01 ng 534660 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 329 (5.022 min): BP007039.D\data.ms (-324) (-) m/z 43.00 100.00%

43.0
5000 K
101.0 T
4.60 4.80 5.00 5.20 5.40
bt 2080269.0 3550 4378499  n/z 59.85  60.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T[T T T[T T TTTT[T1
4.60 4.80 5.00 5.20 5.40
m/z 100.95 22.52%
101.0
O‘\\‘I!‘J‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

——

59.0
R RRARRRREEARES
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 18.63%
| 1260

L S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate e BRARREEEEEE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.00%
) JJ
O ke e e e T T Y T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27
Operator : CG/JU

Sample : M3772-03

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.534 4.11 ng 365317 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 94
2 Nonane 128 C9H20 000111-84-2 90
3 Undecane 156 C11H24 001120-21-4 72
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Tridecane 184 C13H28 000629-50-5 68

Abundance Scan 756 (7.534 min): BP007039.D\data.ms (-750) (-)
57.0

m/z 57.05 100.00%

R e N RN RS
1 ‘ 142.1 7.20 7.40 7.60 7.80
o780 2071 2819 354.94151 5056 m/z 43.65  88.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22068: Decane
43.0
5000 T TN T[T T [rrir]
7.20 7.40 7.60 7.80
m/z 41.05 41.06%
L1, 220
O‘\\\’\f\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14523: Nonane
43.0
R e N Aaaa
7.20 7.40 7.60 7.80
5000 m/z 71.05 36.62%
\ les.o
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33078: Undecane e EERARERERES S
43.0 7.20 7.40 7.60 7.80
m/z 85.05 25.19%
5000
d\\\l’ 156.0
0 e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP091621.M Mon Sep 20 13:29:02 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decane, 5-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.440 2.80 ng 249160 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 90
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 64
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 49
4 4,4-Dimethyl octane 142 C1eH22 015869-95-1 47
5 Nonane, 5-methyl- 142 C1OH22 015869-85-9 47
Abundance Scan 910 (8.440 min): BP007039.D\data.ms (-900) (-) m/z 57.05 100.00%
57.0
w MMM
 ARRARRARE R
} ‘ ‘134 0 8.20 8.40 8.60 8.80
o ddLL18340 200.0267.0327.0 4107473.2533.7 ./, 43,05 66.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33084: Decane, 5-methyl-
57.0
5000 UL B L I L L
8.20 8.40 8.60 8.80
m/z 85.10 30.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14535: Heptane, 4-ethyl-
43.0
O ARAEmERa s SRR
8.20 8.40 8.60 8.80
5000 m/z 41.05 29.25%
S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14576: Hexane, 2,3,3-trimethyl- R RAREEEE
43.0 8.20 8.40 8.60 8.80
m/z 84.05 20.29%
h M/JJ\/\/UW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27
Operator : CG/JU

Sample : M3772-03

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.569 3.88 ng 344849 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 95
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 93
3 Dodecane 170 C12H26 000112-40-3 78
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
5 Heneicosane 296 C21H44 000629-94-7 68

Abundance Scan 932 (8.569 min): BP007039.D\data.ms (-925) (-)
57.0

m/z 57.05 100.00%

> M\NMM
e
j 30 8.20 8.40 8.60 8.80
o hhL 2D 20802670 341.9 42994961 1/, 43.05 89.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33083: Decane, 2-methyl-
57.0
5000 L L N B LN R B
8.20 8.40 8.60 8.80
‘ m/z 71.10 58.29%
O ‘J\l\I\J‘\‘P\-?\‘]-’.p\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193303: Dodecane, 1-iodo-
57.0
A A R
8.20 8.40 8.60 8.80
5000 m/z 41.00 45.07%
155.0
o WL a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45479: Dodecane e S RERAREEE
43.0 8.20 8.40 8.60 8.80
m/z 85.05 34.06%
5000
1] paios
B s L m e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP091621.M Mon Sep 20 13:29:03 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.675 2.50 ng 222841 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Octane, 2-methyl- 128 C9H20 003221-61-2 64
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
Abundance Scan 950 (8.675 min): BP007039.D\data.ms (-944) (-) m/z 57.05 100.00%
57.0 h
5000
126.1 8.40 8.60 8.80 9.00
obddddy | 207.92660 3400 4423 5225 ., 7110 70.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33092: Decane, 3-methyl-
57.0
5000 WMATT?HWHH
8.40 8.60 8.80 9.00
m/z 43.10 58.43%
127.0
O\\L"\‘J\‘\‘\“\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14530: Octane, 2-methyl-
43.0
‘Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_F
8.40 8.60 8.80 9.00
5000 m/z 85.05 49.,08%
H ‘ 1130
o‘u‘ﬁmk_hm‘u‘w‘uw‘u‘_‘u‘u‘wu‘W‘H‘“‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0 8.40 8.60 8.80 9.00
m/z 41.10 46.78%
B J\N\J\
127.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.140 11.45 ng 1018750 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 83
5 Nonane 128 C9H20 000111-84-2 72

Abundance Scan 1029 (9.140 min): BP007039.D\data.ms (-1024) (-) m/z 57.10 100.00%
57.1

5000
‘ 1501 8.80 9.00 9.20 9.40
o bl 7022 221228353410 4290 5394 n/z; 43.85  79.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33081: Undecane
57.0
5000 /\\T?\\\‘\\\\‘\\\\’\\\\‘
8.80 9.00 9.20 9.40
m/z 71.05 46.54%
‘ J ‘ 156.0
O‘\\‘\ ‘\1\\\I‘\“\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane
L,
T T
8.80 9.00 9.20 9.40
5000 m/z 41.05 34.91%
o | M.l??-olss.o
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane R ARNEEEEEE o
57.0 8.80 9.00 9.20 9.40
m/z 85.10 27.16%
5000
‘ “ 127.0 198.0
O‘\\H‘um“H‘m“u\H‘\u\‘\\u‘uH‘\m‘\m‘\m‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.169 3.44 ng 622077  Phenanthrene-die 17.281
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2564 (18.169 min): BP007039.D\data.ms (-2558) (-  m/z 73.00 100.00%

125 . .
5000
2132 == —
m ' 0 18.00 18.50
ok H_W\Mm‘??‘1‘-9‘3‘4‘1‘-7”«39‘-9‘m_s‘%s_‘l‘ 2 60.60 82.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 43.05 81.15%
O\\i“ \l\hm‘\“\‘\‘\1\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
T e
18.00 18.50
5000 m/z 57.85  68.25%
171.0
o“‘ }H“'\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 55.10 67.73%
5000
L 228.0
143.0 \
o"’ Hiwlum AP ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27

Operator : CG/JU

Sample : M3772-03 :
Misc . ASTE-PRE-CLASS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Decanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.075 3.55 ng 728457 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 89
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 87

Abundance Scan 3058 (21.074 min): BP007039.D\data.ms (-3053) (- m/z 57.05 100.00%
57.0

- m
I oo
207.0 :
ouﬂuwum i 2820 3550 42994901549 ./, 43,05  67.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
5000 e :
21.00
m/z 71.10 63.29%
hl 196.0
O\\‘\‘\\\\‘\\\\i‘l\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
T 7
21.00
5000 ITI/Z 55.05 47.07%
ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester e
57.0 21.00
m/z 85.10 42.07%
o J‘ JM 7501820 252.0 325.0
P s B SRS BERE e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7039.D

Acqg On : 17 Sep 2021 22:27
Operator : CG/JU

Sample : M3772-03

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 6.0 ng 534660 1 7.905 1779200 20.0
Decane 7.534 4.1 ng 365317 1 7.905 1779200 20.0
Decane, 5-methyl- 8.440 2.8 ng 249160 1 7.905 1779200 20.0
Decane, 2-methyl- 8.569 3.9 ng 344849 1  7.905 1779200 20.0
Decane, 3-methyl- 8.675 2.5 ng 222841 1  7.905 1779200 20.0
Undecane 9.140 11.4 ng 1018750 1  7.905 1779200 20.0
n-Hexadecanoic ... 18.169 3.4 ng 622077 4 17.281 3612800 20.0
1-Decanol, 2-he... 21.075 3.5 ng 728457 5 21.357 4104350 20.0
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