LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O7166.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.999 320 325 333 rBV 305656 422202 4.18% 0.749%
2 5.464 397 404 419 rBvV 3081783 4565108 45.16% 8.102%
3 7.058 667 675 696 rBV 2909916 4623015 45.73% 8.204%
4 7.887 807 816 823 rBV 936424 1480973 14.65% 2.628%
5 9.046 1005 1013 1026 rBV 1778562 2978017 29.46% 5.285%

6 10.475 1250 1256 1268 rBV 148251 307772 3.04% 0.546%
7 10.687 1281 1292 1305 rBV 1256095 2108741 20.86% 3.742%
8 13.146 1702 1710 1724 rBV 4830095 7137414 70.60% 12.667%
9 14.369 1911 1918 1935 rBV2 148666 413721  4.09% 0.734%
10 14.516 1937 1943 1953 rVB 1857816 2749756 27.20%  4.880%

11 16.010 2190 2197 2212 rVB 3780215 5576604 55.16%
12 17.269 2404 2411 2416 rBV 2222845 3178614 31.44%
13 18.157 2557 2562 2583 rBV 971219 1542223 15.25%
14 19.275 2748 2752 2760 rVB 153114 194876 1.93%
15 19.386 2767 2771 2783 rBV 474205 735885 7.28%
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16 19.628 2809 2812 2820 rVB 130374 180760 1.79%
17 19.828 2840 2846 2851 rBV 8062531 10109728 100.00% 17.
18 21.063 3052 3056 3064 rBV 683644 880550  8.71%
19 21.351 3100 3105 3110 rBV 2782694 3547779 35.09%
20 23.763 3508 3515 3524 rVB2 1782060 3614822 35.76%
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Sum of corrected areas: 56348560
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Sep 2021 19:23
: CG/JU
: M3775-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
BP007166.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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4000000
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2000000

1000000

TIC: BP007166.D\data.ms

5.464 7.058

9.046

10.687

7.887
4.999 10.47
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Time-->
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1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP007166.D\data.ms
19.828

13.146

16.010

17.269
14.516

18.157
19.386
14.36 19.2789.62
A

0
Time-->
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7000000
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2000000
1000000
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TIC: BP007166.D\data.ms

21.351
23.763
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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\BP092421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.999 5.70 ng 422202 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Guanidine 59 CHS5N3 000113-00-8 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 325 (4.999 min): BP007166.D\data.ms (-320) (-) m/z 43.00 100.00%

43.0
5000
101.0
T T
J ‘ 4.60 4.80 5.00 5.20 5.40
ol bt 207.0 282.9340.9 4142 48065451 4/; s59.85  67.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T[T T T T[T T T[T T T T
4.60 4.80 5.00 5.20 5.40
m/z 100.95  27.31%
101.0

TN Y
\\f\[ \1f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

|
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

4.60 4.80 5.00 5.20 5.40
m/z 58.00 18.07%

5000
126.0
‘\\\‘ \\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4576: Morpholine, 4-methyl- T TR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.96%
5000
101.0
‘M‘ e
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\BP092421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.475 2.92 ng 307772 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 53
Abundance Scan 1256 (10.475 min): BPO07166.D\data.ms (-1250) (-  m/z 57.10 100.00%
571.1
5000
=
J | 1310 1050
ol AMLA1310193.8 266.9 3411 4408 54O ./, 4595  90.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 =1
10.50
L m/z 41.05 32.77%
‘\\‘IW“!‘”H“\‘!‘M{]\.13%.‘(]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
——
10.50
5000 m/z 74.95 21.68%
UMigszo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether T
57.0 10.50
m/z 56.05 15.88%
\L i i h‘ ‘

L
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 D-Allose Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.369 3.01 ng 413721  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Allose 180 C6H1206 002595-97-3 90
2 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 83
3 Heptanoic acid 130 C7H1402 000111-14-8 64
4 3,4-Altrosan 162 C6H1005 1000129-76-4 58
5 Pentanoic acid 102 C5H1002 000109-52-4 50

Abundance Scan 1918 (14.369 min): BPO07166.D\data.ms (-1911) (- m/z 60.00 100.00%

60.0
5000
= 7
0 ‘ I 144.0 207.0 14.00 14.50
b Al 144.0 2070 282.83109401.14611 530.7  p/; s57.85  43.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55180: D-Allose
60.0
5000 T —
14.00 14.50
m/z 73.00 34.84%
144.0
\\\“h[‘ ‘!\\“T‘\‘h\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38156: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0
- 7
14.00 14.50
5000 ITI/Z 43.00 17.94%
\nw‘w“‘w, mkw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15393: Heptanoic acid “ —
60.0 14.00 14.50
m/z 56.00 15.68%
5000 /“/J\/L
’\Hmo‘ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.157 9.70 ng 1542220  Phenanthrene-d10 17.269
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2562 (18.157 min): BP007166.D\data.ms (-2557) (-  m/z 73.00 100.00%

3

5000 L
213.2 — —
m ‘i 30| \ 18.00 18.50
ol me Ll 28103410 4288 5057 ./, cp.00  83.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 T ‘ T T ‘ T
18.00 18.50
213.0 m/z 43.05 73.50%
1\\””“@\“\\ ‘

[Ty L \HI‘\H\‘\H\‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\

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

%

Abundance #92069: Tridecanoic acid
73.0
[ I
18.00 18.50
5000 m/z 57.05 67.30%
171.0
| ,J}Hﬂm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid e —
73.0 18.00 18.50
m/z 55.05 64.92%
5000
L } 199.0
15. HM 1390 || BN |

m/z--> 0 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\BP092421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.386 4.15 ng 735885 Chrysene-d12 21.351
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 78

Abundance Scan 2771 (19.386 min): BPO07166.D\data.ms (-2767) (- m/z 73.00 100.00%

4

5000
241.2
‘ ‘H ] 171 ‘ | 19.00 19.50
0 AL JW bbb 2021 A17.0475.1584.9 /7 43,05 86.74%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 - —
185.0 19.00 19.50

m/z 60.00  85.44%

” J.m WiE

RARRNE \H‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

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

-

Abundance #126199: Pentadecanoic acid
73.0
19.00 19.50
5000 ITI/Z 57.10 76.80%
L ‘ 199.0
solllllgssol . |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 70.58%
5000

Uiy ™

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 1-Tetracosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.063 4.96 ng 880550 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Cyclotetracosane 336 C24H48 000297-03-0 95
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3056 (21.063 min): BP007166.D\data.ms (-3052) (-  m/z 57.10 100.00%
7.1

125.1 T
oA ) 2921339.9402.8  489.2549.  n/z 83.65  89.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — ‘
21.00
125.0 m/z 55.10 88.75%
336.0
‘\\\\\’\ H\“E‘M\“l‘“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
T \
21.00
5000 ITI/Z 97.05 83.27%
125.0
_ull MM‘n‘-‘l??:‘?‘?ﬁ?:‘?_HWH_MW_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane T ‘
43.0 21.00
m/z 43.10 81.68%
5000
1.0
L1 20 200300 =l
m/z--> 0 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@92421\
Data File : BP0@7166.D

Acqg On : 24 Sep 2021 19:23
Operator : CG/JU

Sample : M3775-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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-... 4.999 5.7 ng 422202 1 7.887 1480970 20.0
Ethanol, 2-(2-b... 10.475 2.9 ng 307772 2 10.687 2108740 20.0
D-Allose 14.369 3.0 ng 413721 3 14.516 2749760 20.0
n-Hexadecanoic ... 18.157 9.7 ng 1542220 4 17.269 3178610 20.0
Octadecanoic acid 19.386 4.2 ng 735885 5 21.351 3547780 20.0
1-Tetracosene 21.063 5.0 ng 880550 5 21.351 3547780 20.0
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