LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS Vvial : 12 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124044.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 4 13 19 rBV 508875 646912 46.00% 5.888%
2 2.269 26 31 36 rBv2 49843 58544 4.16% 0.533%
3 5.110 516 514 521 rVB 183581 219252 15.59% 1.996%
4 5.510 577 582 585 rBV 1404541 1309865 93.14% 11.922%
5 5.904 645 649 656 rBB 20389 19642 1.40% 0.179%
6 6.516 748 753 756 rBV 1300259 1293645 91.99% 11.774%
7 6.716 785 787 793 rBV2 21178 23286 1.66% 0.212%
8 6.892 813 817 820 rBV 529735 391657 27.85%  3.565%
9 7.451 907 912 915 rBvV 966825 896348 63.74% 8.158%
106 8.175 1029 1035 1038 rBV 645492 498007 35.41% 4.533%
11 9.251 1214 1218 1221 rBV 1819808 1406266 100.00% 12.799%
12 9.327 1226 1231 1234 rVWV3 19474 19033 1.35% 0.173%
13 9.363 1234 1237 1241 rVB 64561 57386 4.08% 0.522%
14  9.639 1281 1284 1288 rBV 253796 200137 14.23% 1.822%
15 9.927 1330 1333 1337 rVB 573152 483317 34.37% 4.399%
16 10.357 1404 1406 1408 rVB 23882 17426 1.24% 0.159%
17 10.580 1438 1444 1447 rBV3 16023 22118 1.57% 0.201%
18 10.716 1463 1467 1471 rBV 882463 766718 54.52% 6.978%
19 10.845 1484 1489 1492 rVB3 40419 53576 3.81% 0.488%
20 11.310 1566 1568 1573 rVB2 22421 23169 1.65% 0.211%
21 11.416 1583 1586 1589 rBV 490755 427348 30.39%  3.890%
22 11.939 1672 1675 1680 rBV2 59056 55748 3.96% 0.507%
23 12.633 1790 1793 1798 rVB 34344 34913 2.48% 0.318%
24 12.862 1829 1832 1834 rBV 27670 25332 1.80% 0.231%
25 13.004 1852 1856 1860 rBV 1356507 1185745 84.32% 10.792%
26 13.233 1891 1895 1897 rBV5 20289 27241 1.94% 248%
27 13.586 1951 1955 1959 rBV7 19965 35560 2.53% 324%

28 13.909 2007 2010 2018 rBV 187201 234342 16.66%
29 14.062 2032 2036 2039 rBV 372454 350051 24.89%
30 15.551 2286 2289 2293 rBV 171675 204359 14.53%
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Sum of corrected areas: 10986943
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 May 2021 18:46
: M2479-02

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052421\
BF124044.D

Ju/CaG

MIXED-SUBBASE-GROUND-1-15-D

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124044.D\data.ms
1500000 5.510
6.516
1000000 7.451
6.892
500000 163
5.110
269 5.904 6.716
0’\\r\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\ \W\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF124044.D\data.ms
9.251
1500000 13.004
1000000 10.716
8.175 9.927
500000 11.416
9.639
5&%93 10.3570.58010.845 12.6332.862| 13.233
ol——— e e e e e B e L == s
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF124044.D\data.ms
1500000
1000000
500000 14.062
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 33.03 ng 646912 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 2-Butanol, 3-methyl-, acetate 130 C7H1402 005343-96-4 9

Abundance  Scan 13 (2.163 min): BF124044.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000 43.1
55.1
871 H\‘\H\‘\\H‘\\H‘HH‘H\
‘ ‘ 2.202.302.402.502.60
Ol s ML w2 43.10 se.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IR RN R R R
43.0 2.202.302.402.502.60
590 87.0 m/z 55.10  35.89%
20 |l
O\\‘\\\\‘\\\H“\\\\“}\‘\\‘\\\\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
RARE e e e
40 55, 87.0 2.202.302.402.502.60
5000 ’ m/z 87.10 25.44%
29.0
15.0
Ot e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol R ERRARREEEAEEAEE
73.0 2.202.302.402.502.60
[ m/z 41.00 18.10%
43.0
5000
27.0
o 20 22 O/
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Propane, 1,1-dimethoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.269 2.99 ng 58544  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 25
3 1-Butanol, 4-methoxy- 104 C5H1202 000111-32-0 9
4 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 9

Abundance  Scan 31 (2.269 min): BF124044.D\data.ms (-26) (-) m/z 75.10 100.00%

75.1
45.0
5000
R ERaRan I B
57.1 220 240 260
O bl Ll wjz 73.10 81.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 L L B L BB B
220 240 260
m/z 45.00 63.18%
AN L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75.0
A
220 240 260
5000 m/z 41.10 35.23%
ol 120 59.0 88.0 106.0
T e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4774: 1-Butanol, 4-methoxy- - /N‘ A
45.0 220 240 260
m/z 47.00  28.81%
5000 58.0
71.0
0 """w"H_""”m‘u“:w""‘“:Mﬁ?"c‘)www .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.1106 11.20 ng 219252 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 514 (5.110 min): BF124044.D\data.ms (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
R e
- 101.2 4.80 5.00 5.20 5.40
Obrerperrrrrrer e il bttt et e M/Z 59.@5  59.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 17.34%
O \\\‘\\‘\.\‘\\\?“]I\.\O\\“Hi\\‘\\}\‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R maaREE
4.80 5.00 5.20 5.40
5000 m/z 101.20 14.18%
43.0
31.0 101.0
15.0 71.0 83.0
S B B e R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4460: 3-Pentanol, 2-methyl- R A maaaE R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.79%
5000 73.0
31.0 43.0
o sse oo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.363 2.37 ng 57386  Acenaphthene-d10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 (-)-10-Camphorsulfonyl chloride 250 C1eH15C103S 039262-22-1 50
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 45
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 45

Abundance Scan 1237 (9.363 min): BF124044.D\data.ms (-1234) (-) m/z 43.00 100.00%

43.0
109.1
5000 151.1
R aARSEEELSERT
69.0 9.00 9.20 9.40 9.60
(o} m/z 109.10 67.56%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
9.00 9.20 9.40 9.60
m/z 151.05 42.23%
‘ | ‘81.‘0
0 :!-ﬁl‘ow‘\‘\ \“ V\‘\“\”‘ \“‘\‘\ \H“‘\ \‘\H\ T \“\Hl‘\ “\ r \“ T 1 Il \‘\ T ‘1\9\\2\‘0\ T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
109.0
R  EEaRET
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 33.31%
43.0
80.0
0 15.0
AR AN e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #101700: (-)-10-Camphorsulfony! chloride R EEaRaEEEE
109.0 9.00 9.20 9.40 9.60
m/z 67.10 14.04%
151.0
81.0
5000
41.0
o150, Ll L L 18802150 asoc
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 9.00 9.20 9.40 9.60

8270-BF051421.M Tue May 25 14:13:23 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.845 2.51 ng 53576  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 58
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52
5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 1489 (10.845 min): BF124044.D\data.ms (-1484) (- m/z 57.05 100.00%
57.0
5000 85.0
113.0 I T
H e 184.2 10.50 11.00
0 bl M T Ll myz 43.e0  76.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48832: Tridecane
57.0
5000 — e
290 85.0 10.50 11.00
’ m/z 71.10 72.68%
M ‘ | 1120 1410 184.0
0 H\‘\iHHH”\“H1\“\‘H\“‘H“\‘\”\H‘HH‘HHHH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
‘ T T ‘ T T /
10.50 11.00
5000 85.0 m/z 56.10 48.36%
155.0
29.0
113.0 184.0
o I T I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38349: Decane, 3,8-dimethyl-
57.0 10.50 11.00
m/z 85.00 38.23%
85.0
5000
113.0 141.0
bbb b L1700
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.61 ng 55748  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Nonanoic acid 158 C9H1802 000112-05-0 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 43
5 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 43

Abundance Scan 1675 (11.939 min): BF124044.D\data.ms (-1672) (- m/z 57.05 100.00%

57.0
5000
85.1
——
111.0 | 15‘7-2 213.3 25‘6.1 1200
0! L m/z 60.00  82.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 A /\AMA )
12.00
97.0 1570 155 02130 2560 m/z 41.10  79.57%
O\‘\\\\“}‘\\H!H\h\‘\\“‘\‘\\wh““\\“\“‘\‘\“\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
——
12.00
50001 29.0 m/z 55.05 76.37%
870 115.0
0 158.0
A e e e e RARARRazREREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39471: n-Decanoic acid —
60.0 12.00
m/z 73.10 75.60%
29.0
5000
129 0
s mo
0‘_M‘puw‘wﬁﬁmwpNM_HW‘HW‘JW‘HW‘HW‘HW‘HW‘ L.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.586

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.586 2.03 ng 35560 Chrysene-d12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-8,8-diphenyl-octa-5... 304 C22H240 1000190-49-5 9
2 4-Fluoro-1-ribofuranosylimidazol... 290 C11H15FN206 1000129-57-5 9
3 4H-Pyran-4-one, 3-acetyl-2-[(4-a... 285 C16H15NO4 1000350-41-2 7
4 Tricyclo[7.3.0.0(3,8)]dodec-1(9)... 273 C16H19NO3 1000160-30-7 4
5 Bicyclo[3.1.0]hexan-2-one, 6-.al... 273 C16H19NO3 1000160-30-8 4

Abundance Scan 1955 (13.586 min): BF124044.D\data.ms (-1951) (-
57.1

m/z 57.10 100.00%

L

5000
5158.1 2030
AL 0|
ol “ A L : m/z 43.05  60.90%
miz--> 50 150 200 250 300
Abundance #148317: 2,2—D|methylf8,8—d|pheny|—octa5,7—d|en7370ne
57.0 219.0
91.0
5000 e :
13.50
) 304.( ITI/Z 55.10 60.53%
141.0 183.0
ok “ \“ - ‘H‘\‘\ \\“‘ : ‘L‘ L M HL w‘ : ‘25‘5‘-0‘ . ‘\‘
miz--> 50 100 150 200 2% 300
Abundance
57.0
159.0
T \
13.50
5000 113.0 m/z 41.00 46.38%
o 201.0 245.0 290.0
T e B e S
miz--> 50 100 150 200 250 300
Abundance #131886: 4H-Pyran-4-one, 3-acetyl-2-[(4-acetylphenyl)an P |
43.0 13.50
m/z 83.05 37.79%
5000 242.0 285.0
158.0
200.0
W2t L
0h— \L\‘\HHM‘ ‘MH‘ | \‘\ H\H‘\ Il H‘\ “ \ ‘H b \‘\ o \‘\‘ \\ [ | “‘ - M
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Cyclotetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.910 13.39 ng 234342 Chrysene-d12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 92
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 91
Abundance Scan 2010 (13.909 min): BF124044.D\data.ms (-2007) (- m/z 57.10 100.00%
57.1
97.2
5000
14.00
369 1962 2571 307.2 350. '
0 “wﬂhh 30 m/z 55.10  99.55%
m/z--> 50 100 150 200 250 300 350
Abundance #58280: Cyclotetradecane
55.0
5000 T
14.00
m/z 43.00 80.85%
UL o s
0\“\‘\‘\\\‘\ ‘\\‘\\\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
97.0 14.00
5000 m/z 83.10 70.83%
o 1390 1870 238.0 2830 334.0
i e e B SR
miz--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane 7
43.0 14.00
m/z 97.15 66.35%
5000
250
ol ‘\\ h |, 1670 210.0 250.0 2930 3359
pe e el e e ——
m/z--> 50 100 150 00 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124044.D

Acqg On : 24 May 2021 18:46

Operator : JU/CG

Sample 1 M2479-02 :

Misc : MIXED-SUBBASE-GROUND-1-15-D

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.163 33.0 ng 646912 1 6.892 391657 20.0
Propane, 1,1-di... 2.269 3.0 ng 58544 1 6.892 391657 20.0
2-Pentanone, 4-... 5.110 11.2 ng 219252 1 6.892 391657 20.0
2,4,7,9-Tetrame... 9.363 2.4 ng 57386 3 9.927 483317 20.0
Tridecane 10.845 2.5 ng 53576 4 11.416 427348 20.0
n-Hexadecanoic ... 11.939 2.6 ng 55748 4 11.416 427348 120.0
unknown13.586 13.586 2.0 ng 35560 5 14.062 350051 20.0
Cyclotetradecane 13.910 13.4 ng 234342 5 14.062 350051 20.0
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