LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acqg On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124776.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.158 9 12 16 rBB 9332 9949 8.29% 1.098%
2 5.099 509 512 515 rBB 1809 1977 1.65% 0.218%
3 5.493 575 579 582 rBB 132036 112007 93.35% 12.356%
4 6.498 745 750 753 rBV 118793 110502 92.09% 12.190%
5 6.875 811 814 817 rBB 39439 27659 23.05% 3.051%
6 7.434 905 909 912 rBB 77538 71478 59.57% 7.885%
7 8.051 1012 1014 1018 rBB 8119 6789 5.66% 0.749%
8 8.157 1029 1032 1035 rBB 48974 35393 29.50% 3.904%
9 9.234 1211 1215 1218 rBvV 151932 119987 100.00% 13.237%
10 9.910 1327 1330 1333 rBB 41947 32948 27.46% 3.635%
11 10.698 1461 1464 1467 rBB 69645 54705 45.59% 6.035%
12 11.398 1580 1583 1586 rBV 37777 27409 22.84% 3.024%
13 11.916 1669 1671 1674 rBB 6501 5264 4.39% 0.581%
14 12.610 1787 1789 1792 rBB 3885 3148 2.62% 0.347%
15 12.704 1803 1805 1808 rBB 7112 4658 3.88% 0.514%
16 12.839 1826 1828 1830 rBB 3649 2314 1.93% 0.255%
17 12.986 1849 1853 1856 rBB 116866 97642 81.38% 10.772%
18 13.210 1889 1891 1893 rBB 2939 1965 1.64% 0.217%
19 13.551 1947 1949 1952 rBB 7378 5371 4.48% 0.593%
20 13.880 2002 2005 2015 rBB3 12759 15469 12.89% 1.706%
21 14.039 2027 2032 2035 rBV 34226 28825 24.02%  3.180%
22 14.198 2055 2059 2064 rBB 16507 13625 11.36% 1.503%
23 14.416 2094 2096 2099 rVB 2073 2160 1.80% 0.238%
24 14.504 2108 2111 2114 rBV 16509 14235 11.86% 1.570%
25 14.616 2124 2130 2132 rBV2 1806 2570 2.14% 0.284%
26 14.721 2145 2148 2152 rVB2 4755 5799 4.83% 0.640%
27 14.810 2155 2163 2167 rVB2 15658 20181 16.82%  2.226%
28 14.886 2174 2176 2180 rBV 1532 1738 1.45% 0.192%
29 14.963 2186 2189 2193 rVB2 1133 1459 1.22% 0.161%
30 15.057 2202 2205 2207 rVB2 1489 1493 1.24% 0.165%
31 15.151 2216 2221 2224 rBV 12444 13975 11.65% 1.542%
32 15.515 2279 2283 2290 rBV2 18278 30733 25.61% 3.390%
33 15.980 2357 2362 2365 rBvV2 5085 7210 6.01% ©.795%
34 16.486 2443 2448 2454 rVB3 2503 4677 3.90% 0.516%
35 17.039 2538 2542 2544 rBB2 1390 1807 1.51% ©.199%
36 17.074 2544 2548 2549 rBV 1529 1583 1.32% 0.175%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acqg On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.098 2549 2552 2557 rVB2 1648 2706 2.26% 0.299%
38 17.321 2587 2590 2593 rVB2 1209 1633 1.36% 0.180%
39 18.192 2735 2738 2743 rBv2 1005 1854 1.55% 0.205%
40 18.839 2846 2848 2853 rVB 972 1584 1.32% 0.175%
Sum of corrected areas: 906481

8270-BF072221.M Tue Jul 27 10:37:05 2021 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 26 Jul 2021 21:31
: M3151-02

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
BF124776.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

140000
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13.00

14.039

13.551

13.880

15.515
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.158 7.19 ng 9949 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 9
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 5
4 Isobutylamine 73 C4H11N 000078-81-9 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance  Scan 12 (2.158 min): BF124776.D\data.ms (-9) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1
e
‘ 2.202.302.402.502.60
O L L wjz a3.00  46.33%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L R R R
43.0 2.202.302.402.502.60
~ 550 87.0 m/z 55.00  30.56%
29.0 ‘
O\\\‘\\\\‘\\\“\“\\\\"“\\‘\\‘\1\‘\“\\\\“\}\\’\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
e
55.0 2.202.302.402.502.60
5000 43.0 m/z 87.10  29.63%
27.0
NI I TN P
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2104: Acetamide, N-ethyl- e
30.0 2.202.302.402.502.60
m/z 41.10 19.00%
5000 430 87.0
15.0 72.0
) E T N - S |
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknown8.051 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.051 3.84 ng 6789 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
2 2-Propanol, 1-amino-, (R)- 75 C3H9NO 002799-16-8 3
3 2-Propanol, 1-amino- 75 C3H9NO 000078-96-6 3
4 Formamide 45 CH3NO 000075-12-7 3
5 Methane, nitroso- 45 CH3NO 000865-40-7 3
Abundance Scan 1014 (8.051 min): BF124776.D\data.ms (-1012) (-) m/z 45.00 100.00%
45.0 57.1
5000
R AANEEEEEY
‘ ‘ 75"0 7.80 8.00 8.20 8.40
Ot e e e e e e e m/z 57.10 92.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1032: Ethanamine, 2-methoxy-
30.0
5000 L B I I LI LN B
7.80 8.00 8.20 8.40
45.0 m/z 41.00 48.16%
O ‘H\\‘HH‘HH‘HH‘HH HH‘\H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1039: 2-Propanol, 1-amino-, (R)-
30.0
R AAREEEREY
7.80 8.00 8.20 8.40
5000 m/z 43.10 19.13%
45.0
o150 || 380 " 520600 750
[ e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1027: 2-Propanol, 1-amino- R AAREEEREE
30.0 7.80 8.00 8.20 8.40
m/z 75.00 15.23%
5000
45.0
o180 " 600 750
P e e e R AAREEEEEY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownll.916 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.84 ng 5264  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 4
2 1-Propanol 60 C3H80 000071-23-8 3
3 Urea 60 CH4AN20 000057-13-6 2
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 2
5 Carbonyl sulfide 60 COS 000463-58-1 2
Abundance Scan 1671 (11.916 min): BF124776.D\data.ms (-1669) (. m/z 43.00 100.00%
43.0
55.1
73.0
5000
e
‘ 12.00
-1t m/z 41.00 88.59%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #300: Acetic acid
43.0
60.0
5000 T
12.00
15.0 m/z 55.10 81.49%
29.0
O\\\‘2.\0\\\‘\‘MHH\H“HH“!M\‘HH“HH‘HH‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #335: 1-Propano
31.0
e
12.00
5000 m/z 60.00 78.87%
42.0 59.0
SIS 1< 11 Y S
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #348: Urea .
17.0 60.0 12.00
m/z 57.10 71.51%
44.0
5000
28.0 |
R e T e I
m/z--> 0 10 20 30 40 50 60 70 80 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl2.704 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.704 3.40 ng 4658  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoamyl nitrite 117 C5H11NO2 000110-46-3 9
2 Isobutyramide, N-propyl- 129 C7H15NO 1000407-08-5 7
3 1-Hexanamine, 2-ethyl- 129 C8H19N 000104-75-6 5

4 Neopentyl isothiocyanate 129 C6H11INS 000597-97-7 4

5 Acetic acid 60 C2H402 000064-19-7 4

Abundance Scan 1805 (12.704 min): BF124776.D\data.ms (-1803) (- m/z 41.00 100.00%

4110 730
55.0 '
5000
129.0
—— —
12.50 13.00
O Frrprrrr e e e e e e e m/z 43.10 97.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9631: Isoamyl nitrite
41.0 57.0
5000 T A‘ T T n\ T T \I
. 71.0 12.50 13.00
' m/z 73.00  79.98%
O \H\‘1}H\‘8\?{.3\\%0‘%.9‘%%?;\0\H‘\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14858: Isobutyramide, N-propyl-
43.0
—— —
12.50 13.00
5000 m/z 55.00 73.04%
71.0 129.0
27.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14969: 1-Hexanamine, 2-ethyl- i —
30.0 12.50 13.00
m/z 57.00 69.12%
5000
o180 | 580700 840 9801120 1290 ﬂ
P e e e e e —— e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl13.551 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.551 3.73 ng 5371 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 42
2 Octadecane, 2,2,4,15,17,17-hexam... 591 C42H86 055470-97-8 39
3 Hexane, 2,2,3,3-tetramethyl- 142 C1leH22 013475-81-5 36
4 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 33
5 1,6:3,4-Dianhydro-2-deoxy-.beta.... 128 C6H803 050767-53-8 28
Abundance Scan 1949 (13.551 min): BF124776.D\data.ms (-1947) (- m/z 57.10 100.00%
57.1
5000
Ll
‘ ‘ 13.50
o--—+-r---rrrrrr m/z 43.00 78.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76049: Hexane, 1-(hexyloxy)-5-methyl-
57.0
5000 ' T i I \m
13.50
m/z 71.00 55.50%

‘ 129.
O\\uf‘[1\”1}\l[\\19\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ A

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346158: Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-k
57.0
i T
13.50
5000 ITI/Z 85.10 39.63%
obdh i 127.0 211.0 308.0 420.0 533.0
A e T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- : — ‘
57.0 13.50

m/z 41.00 38.64%

5000 hu
I Lz

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31

Operator Ju/caG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 unknownl3.880 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.880 10.73 ng 15469 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 45
2 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 42
3 Hexane, 2,2,3,3-tetramethyl- 142 C1leH22 013475-81-5 40
4 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 38
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 25

Abundance Scan 2005 (13.880 min): BF124776.D\data.ms (-2002) (- m/z 57.10 100.00%
7.1
43.1
71.1
5000 85.1 A
SO Y A AT
‘ | 9i-° 13.50 14.00
O et e e e e m/z 430100 81.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
57.0 71.0 l\
5000 85.0 o I ubd "
13.50 14.00
29.0 m/z 71.10  63.04%
99.0
OH’]T\S\.F)‘\HM‘\H\‘i\}\\‘\‘\M‘\‘\H\“‘\H\‘\!‘H‘HH“HH‘HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
P b
13.50 14.00
57.0 o
m/z 85.10 43.39%
5000 71.0
29.0 85.0
0,3“03'0126'0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- - ——
43.0 57.0 13.50 14.00
m/z 41.00 37.40%
5000 85.0
71.0 99.0
oH,‘m_m_H4:mWu”\‘m““mwJ!mw“w_wl‘?‘?"?m AL -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.198 9.45 ng 13625 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 2059 (14.198 min): BF124776.D\data.ms (-2055) (- m/z 57.10 100.00%
57.1
5000 85.0
Ll lnpwt?
‘ 113.0 14.00 14.50
O e L w/z 43.10 78.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000
14 00 14 50
85.0 o
29.0 m/z 71.00  47.57%
0 ‘\ “ Lo M‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
b o
85.0 14.00 14.50 .
5000 m/z 85.00 41.53%
29.0 113.0
0 w‘w‘ﬁﬂ‘w"hm‘WH“‘J“H“‘H“_“‘_“w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45518: Octane, 3,4,5,6-tetramethyl- —— ——
57.0 14.00 14.50
m/z 41.10 40.04%
5000 290 85.0
AT YT SN | N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.504 9.88 ng 14235 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 64
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Tridecane 184 C13H28 000629-50-5 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 53
Abundance Scan 2111 (14.504 min): BF124776.D\data.ms (-2108) (- m/z 57.05 100.00%
57.0
5000 85.1
L e 150
(SRR NN N S — 43.00  77.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90190: Pentadecane
57.0
5000
85.0 14.50
29.0 m/z 71.10 67.41%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0 A
— ‘
14.50
5000 m/z 85.10 47.31%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane i ‘
57.0 14.50
m/z 41.10 41.96%
5000
85.0
29.0
ool Ly 0 1a0 e i
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_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl4.721 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14721 ae2ng 5799 Chrysene-d12 14.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 40

2 1-Tetracosene 336 C24H48 010192-32-2 40
3 11-Tricosene 322 C23H46 052078-56-5 40
4 Cetene 224 C16H32 000629-73-2 40
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 40
Abundance Scan 2148 (14.721 min): BF124776.D\data.ms (-2145) (-, m/z 55.10 100.00%
54.1
173.1
97.1
L
L —
14.50 15.00
byt m/z 43.60  84.96%
miz--> 50 100 150 200 250 300
Abundance #267412: Trichloroacetic acid, tetradecyl ester
43.0
83.0
5000
14 50 15 00
FSO m/z 41.080  78.10%
0 H\w MJL\Hh\\ ‘M‘ ““‘%4}9“‘ S
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0/ 83.0
14 50 15 00
5000 ITI/Z 173.10 77 .70%
25.0
ol A b b fdy pes0 2100 s
miz--> 50 100 150 200 250 300
Abundance #227235: 11-Tricosene T —
43.0 14.50 15.00
m/z 69.00 67.94%
5000 83.0
. | H 125.0 1680 2100 2660 3220
Fe e - e
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 10 Sulfurous acid, 2-ethylhexy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.810 13.13 ng 20181 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
4 Hexadecane 226 Cl6H34 000544-76-3 59
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 2163 (14.810 min): BF124776.D\data.ms (-2155) (- m/z 57.05 100.00%

57.0
5000
97.0 w
‘ ‘ 14. 50 15 00
ol ‘HH_H‘HH_H‘ m/z 43.05  76.64%
miz--> 50 150 200 250
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
5000
14. 50 15 00
m/z 71.10 67.33%
7.0 113.0
O T ‘\ ‘\“ ‘ h‘\‘ h‘ \‘H \“ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
l
14. 50 15 00
5000 ITI z 85.10 46.85%
270‘ 113.0
o“m“‘“ M
Miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0 14. 50 15 00
m/z 41.10 39.75%
5000 A
7.0 99.0
ol mh‘ Ay 1999 emo Mﬂ LILL
m/z--> 50 100 150 200 250 14. 50 15 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 11 Octane, 3,4,5,6-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.151 9.09 ng 13975 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
2 Tetradecane 198 C14H30 000629-59-4 64
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 59
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59

Abundance Scan 2221 (15.151 min): BF124776.D\data.ms (-2216) (-~ m/z 57.10 100.00%
57.1

5000 85.1
oo e
| ‘ H 113.1 15.00 15.50
o‘_m_m‘mwHH_H“_‘H_m_m_m_ m/z 71.10  73.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
ﬂ L1l
5000 T T T T T T T T T
29.0 85.0 15.00 15.50
m/z 43.10 73.64%
11
O\‘\‘\\\“‘\\\H‘\\\\“!\\\‘\\1‘\‘\\]\-3\?\9\\‘1\6\8\0\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
coph o
15.00 15.50
5000 m/z 85.10  48.90%
85.0
29.0
L1130 a0 ses0 1980
““H“‘“_““‘H“‘“w““‘u““‘u““‘_
miz--> 60 80 100 120 140 160 180 200
Abundance #170578.Sumﬂousacm,ZfﬂhWhexstohexyleﬂer e —
57.0 15.00 15.50
m/z 55.10 43.18%
85.0
5000
29.0 113.0 W M A
o“‘w‘wﬁ"h‘uh“b‘u“‘d‘_““‘u““‘W“““ ] 1L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 12 unknownl5.980 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.980 4.69 ng 7210  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Hexenyl 2-methylbutyrate 184 C11H2002 1000433-23-8 9
2 Azetidine, 2-methyl- 71 C4HSN 019812-49-8 5

3 Azetidine, 1-methyl- 71 CAHON 004923-79-9 5

4 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4

5 S5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4

Abundance Scan 2362 (15.980 min): BF124776.D\data.ms (-2357) (- m/z 57.00 100.00%

57.0
85.0
5000

16.00
OF eyt e e e e m/z 55,18 56.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58598: trans-2-Hexenyl 2-methylbutyrate 4
57.0
5000 85.0 16.00
290 m/z 43.00 54.85%
.
0\““w“ w“‘w“‘\w“vw“\‘w‘\‘w‘\‘w
miz--> 60 100 120 140 160 180
Abundance #699 Azeﬂdme,Z—methyL
o

16.00

5000 m/z 85.00 52.67%

16.00
m/z 71.10 50.08%

0 ‘“_““H“‘H“,H““H“‘H“‘H
m/z--> 100 120 140 160 180
Abundance #700: Azetldme 1-methyl- i
5000
miz--> 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acq On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 13 unknownl6.486 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.486 3.04 ng 4677  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
2 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
3 (E)-But-2-en-1-yl 2-methylbutanoate 156 C9H1602 1000372-81-0 4
4 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120 006124-90-9 4
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 4
Abundance Scan 2448 (16.486 min): BF124776.D\data.ms (-2443) (1  m/z 55.00 100.00%
55.0
85.0
5000
L
16.50
rryr—tr " m/z 69.00 90.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1788: 1H-Tetrazol-5-amine
28.0
57.0 L
5000
85.0 16.50
m/z 57.00 87.76%
0\\\‘\‘\‘“‘\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #1747 Cyclobutanone, oxime
57.0
850 T T T T T
16.50
5000 28.0 m/z 71.00 86.31%
miz--> 20 40 60 80 100 120 140 160
Abundance #33859: (E)-But-2-en-1-yl 2-methylbutanoate ——
57.0 16.50
m/z 43.00 78.01%
85.0
5000
29.0
R B Bl ey B S At
m/z--> 20 40 60 80 100 120 140 160 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124776.D

Acqg On : 26 Jul 2021 21:31
Operator : JU/CG

Sample : M3151-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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|
Butane, 2-metho... 2.158 7.2 ng 9949 1 6.875 27659 20.0
unknown8.051 8.051 3.8 ng 6789 2 8.157 35393 20.0
unknown11.916 11.916 3.8 ng 5264 4 11.398 27409 20.0
unknownl2.704 12.704 3.4 ng 4658 4 11.398 27409 20.0
unknown13.551 13.551 3.7 ng 5371 5 14.039 28825 20.0
unknown13.880 13.880 10.7 ng 15469 5 14.039 28825 20.0
Hexadecane 14.198 9.4 ng 13625 5 14.039 28825 20.0
Pentadecane 14.504 9.9 ng 14235 5 14.039 28825 20.0
unknownl14.721 14.721 4.0 ng 5799 5 14.039 28825 20.0
Sulfurous acid,... 14.810 13.1 ng 20181 6 15.515 30733 20.0
Octane, 3,4,5,6... 15.151 9.1 ng 13975 6 15.515 30733 20.0
unknown15.980 15.980 4.7 ng 7210 6 15.515 30733 20.0
unknown16.486 16.486 3.0 ng 4677 6 15.515 30733 20.0
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