LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS Vvial : 19 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-BF091521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125524.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 8 14 rBV 510248 629972 26.79% 2.673%
2 2.269 29 31 38 rvB 25628 35359 1.50% 0.150%
3  4.463 391 404 405 rBV5 32799 87568 3.72% ©.372%
4 4.622 429 431 433 rVB 98878 70186  2.99% 0.298%
5 4.969 486 490 498 rBV 78156 89997 3.83% 0.382%
6 5.075 504 508 516 rBV 286859 314516 13.38%  1.335%
7 5.487 574 578 586 rBV 1717755 1549487 65.90% 6.576%
8 5.875 641 644 653 rvVB2 33079 38527 1.64% 0.164%
9 6.257 705 709 712 rBv4 22093 33537 1.43% 0.142%
106 6.387 728 731 734 rVB 30629 30821 1.31% 0.131%
11 6.498 746 750 755 rBV 1599770 1611105 68.52% 6.837%
12 6.740 789 791 798 rVB3 27890 33672 1.43% 0.143%
13 6.863 809 812 816 rBV 1056098 964767 41.03%  4.094%
14 7.251 874 878 880 rBV 57016 68938 2.93% 0.293%
15 7.428 904 908 911 rBV 1138285 959840 40.82% 4.073%
16 7.545 925 928 938 rBV 91297 123668 5.26% ©0.525%
17 7.951 984 997 1002 rBV2 619386 1545011 65.71% 6.557%
18 8.069 1013 1017 1023 rBvV2 83985 156974 6.68% 0.666%
19 8.151 1027 1031 1033 rVV 1433601 1195412 50.84% 5.073%
20 8.169 1033 1034 1044 rVB 119040 126143 5.37% 0.535%
21 8.551 1086 1099 1102 rBV 1106891 2351131 100.00% 9.978%
22 8.957 1166 1168 1175 rBvV2 46676 58207 2.48% 0.247%
23 9.104 1185 1193 1200 rBV 1191366 1891087 80.43% 8.025%
24 9.157 1200 1202 1207 rVV4 41691 52971 2.25% 0.225%
25 9.222 1209 1213 1217 rVB 1859038 1659949 70.60% 7.044%
26 9.328 1228 1231 1232 rBV 43454 41301 1.76% 0.175%
27  9.339 1232 1233 1236 rVB2 50657 36387 1.55% 0.154%
28 9.369 1236 1238 1245 rVB 92637 85625 3.64% 0.363%
29 9.439 1246 1250 1253 rVB5 25039 34480 1.47% 0.146%
30 9.492 1253 1259 1261 rBVv7 18517 36511 1.55% 0.155%
31 9.616 1276 1280 1288 rBV 642656 695303 29.57%  2.951%
32 9.769 1302 1306 1308 rBV 53348 52041 2.21% 0.221%
33 9.828 1314 1316 1319 rVB 57928 43644 1.86% 0.185%
34 9.904 1326 1329 1333 rVB 1281389 1160866 49.37% 4.926%
35 10.116 1362 1365 1369 rBV2 65343 62349 2.65% 0.265%
36 10.328 1398 1401 1404 rVB2 68971 62142 2.64% 0.264%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS Vvial : 19 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-BF091521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.698 1460 1464 1469 rBV 782671 772353 32.85% 3.278%
38 10.763 1473 1475 1479 rBV 75142 64917 2.76%  ©.275%
39 10.804 1479 1482 1487 rBV 101140 126916 5.40% ©.539%
40 11.057 1523 1525 1528 rBv4 54712 63601 2.71% 0.270%
41 11.251 1556 1558 1560 rBV 81598 53568 2.28% ©.227%
42 11.398 1579 1583 1585 rBV 1156963 1005718 42.78%  4.268%
43 11.422 1585 1587 1590 rVB 156843 135852 5.78% ©.577%
44 11.927 1670 1673 1680 rVB 1101170 1117231 47.52% 4.741%
45 12.716 1804 1807 1810 rBV 768912 737334 31.36% 3.129%
46 12.986 1850 1853 1856 rVB 1143429 960409 40.85% 4.076%

47 14.051 2032 2034 2037 rVB 646986 536437 22.82% 2.277%

Sum of corrected areas: 23563830
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091521\

BF125524.D
: 16 Sep 2021 1:56
Ju/CG
: M3687-21 2X
: 19 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF125524.D\data.ms

5.487
6.498

7.428

6.863

134
5.075

2.269 4.46%622 406 5.875  6.2673877 | 6.74 7.251 ||7-545

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

~
IR R N N N R R N R R N R R R R N N R R RN RN R

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
TIC: BF125524.D\data.ms

12.986

12.716

9.222

8.151

8.551 9.104

9.616

©860

09828 10.1160.328
— N A

8.95M\(1

0
Time-->
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3000000

2500000

2000000

1500000

1000000

500000

Time-->
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TIC: BF125524.D\data.ms
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Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 5

R.T. EstConc Area Relative to ISTD R.T.
2.134 13.06 ng 629972 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 8 (2.134 min): BF125524.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 A
87'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 2.202.302.402.50
oHWWwWMHH_ww,m_HWww,wwww 42.95  46.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN N R RN R
43.0 2.202.302.402.50
87.0 m/z 54.95 35.63%
\ \‘ 90 It
O \H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
2.202.302.402.50
5000 m/z 87.10 25.52%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol AT
73.0 2.202.302.402.50
87.0 m/z 40.95 14.01%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ ST TR YT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.075 6.52 ng 314516 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 508 (5.075 min): BF125524.D\data.ms (-504) (-) m/z 43.00 100.00%
3.0
59.0
5000
U | G S
‘ 83.0 1011 4.80 5.00 5.20 5.40
Olerprerrprrrr bl e e e M/Z 59.08 58.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B B A AL
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.02%
31.0 101.0
O\\‘\\\\‘\\\H\“‘\\\\“ui\\‘\\}\‘\\\\‘\\\\?%;9\‘\\\\“\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A Ra e RammaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.10%
41.0
29.0 101.0
Ol 730 880 L
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e A A e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.79%
5000
101.0
270 41.0
obr i Tt Ml TLQ 8RO e Y
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@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56

Operator Ju/caG

Sample : M3687-21 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexanoic acid, 2-ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.545 2.07 ng 123668 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanoic acid, 2-ethyl-
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602
3 Heptanoic acid, 2-ethyl-
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202
5 1,4-Dioxane

144 C8H1602

158 C9H1802

88 (C4H802

Abundance Scan 928 (7.545 min): BF125524.D\data.ms (-925) (-)

000149-57-5 83
000108-81-6 64
003274-29-1 53
000868-57-5 50
000123-91-1 47

m/z 73.00 100.00%

5000 41.0
R e e
‘ 10?"0 7.20 7.40 7.60 7.80
ol el e il el m/z 88.00  79.32%
miz--> 20 40 60 80 100 120 140 160
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
f'\
5000 T T T T T[T T[T i T[Tt
41.0 7.20 7.40 7.60 7.80
m/z 57.00 42.63%
101.0
oL 180] | ‘ | | 129.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
T
7.20 7.40 7.60 7.80
5000 41.0 m/z 41.00 38.69%
101.0
N TS WA —
miz--> 20 40 60 100 120 140 160
Abundance #35335:Hepmmou:add,Z—eWwL B ERSRR RS S
88.0 7.20 7.40 7.60 7.80
m/z 55.00 33.26%
5000
41.0
L
0 m_m_h ”H”m‘w u“um_m_‘l‘fﬁp T .
m/z--> 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.069 2.63 ng 156974  Naphthalene-d8 8.151

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 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1017 (8.069 min): BF125524.D\data.ms (-1013) (-) m/z 44.95 100.00%
4I:

80 7.808.00 8.20 840
100.1 : : : :
0Lk hm \M”w MJ“H Mo 132l m/z s7.00 90.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \H‘\\/\%HH’HH
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 33.00%
0 \\\‘\‘H“\‘\“‘H‘\\MH\\‘M‘\“\“W‘\]‘?}O‘.\O\\\‘\1\312-\0‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R R
7.80 8.00 8.20 8.40
5000 m/z 56.00 17.74%
29.0 75.0
100.0
0 N M Do 520 630
m/z--> 20 40 60 80 100 120 140 160

Abundance #10027: Ethanol, 2-butoxy- T T T T
57.0 7.80 8.00 8.20 8.40

m/z 75.00 17.15%

5000
29.0

ol 4 wSY\'O /\ i

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Nonanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.551 39.34 ng 2351130 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonanoic acid 158 C9H1802 000112-05-0 83

2 Hexanoic acid 116 C6H1202 000142-62-1 64

3 Heptanoic acid 130 C7H1402 000111-14-8 64

4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 59

5 Pentanoic acid 102 C5H1002 000109-52-4 53

Abundance Scan 1099 (8.551 min): BF125524.D\data.ms (-1086) (-) m/z 59.95 100.00%

60.0
5000 41.0

115.1 R N S EEEsRE
87.0 ‘ 8.20 8.40 8.60 8.80

il JH“MN‘MN“‘“Hk¥f¥¥45§?‘ m/z 72.95 68.08%

m/z--> 20 40 60 80 100 120 140 160
Abundance #35296: Nonanoic acid
60.0

o

5000 L L B R B R B
41.0 8.20 8.40 8.60 8.80
98 o 115.0 m/z 57.00 60.38%
O T \1\8-‘0\ H\ \“‘\‘\ \H!M T \“‘\ T ‘ \ T h“‘\ T \‘\ ‘ T \‘ \174‘1\()\1\-5\8‘\0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9148: Hexanoic acid
60.0
A T
8.20 8.40 8.60 8.80
5000 41.0 m/z 41.00 42.99%
‘H 87.0
0 ““““““‘“ww“‘k““““““““““
m/z--> 60 80 100 120 140 160
Abundance #15393: Heptanoic acid A BB RAREEE

60.0 8.20 8.40 8.60 8.80
m/z 55.00 41.74%

5000
41.0
‘ ‘ 87.0
0 \ Ll 11301300

m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 n-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.104 32.58 ng 1891090  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Octanoic acid 144 C8H1602 000124-07-2 64
3 Nonanoic acid 158 C9H1802 000112-05-0 59
4 Heptanoic acid 130 C7H1402 000111-14-8 53
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 52

Abundance Scan 1193 (9.104 min): BF125524.D\data.ms (-1185) (-) m/z 60.00 100.00%

60.0
5000 41.0
129.0
P P
87.0 8.80 9.00 9.20 9.40
110.1 ORI ST
Ol bbbl lll ol S A2 s 73,00 77.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46961: n-Decanoic acid
60.0
5000 41.0 e e
129.0 8.80 9.00 9.20 9.40
m/z 43.00 49.57%
‘ 87.0 1720
O T ‘J“SEO“\‘ T \‘i‘\‘\ \”!“‘\W“i‘\ ‘Hh ‘\ T \H“J-\]:ﬂ\‘.\ ‘ T \‘\ T “\1\5\3\.(‘)\ T 1 ; ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #24056: Octanoic acid
60.0
S T T
8.80 9.00 9.20 9.40
m/z 55.00 49.35%
5000 410
101.0
oliso | L1 s | iwso
m/z--> 20 40 60 80 100 120 140 160
Abundance #35296: Nonanoic acid R ARERESEEEa
60.0 8.80 9.00 9.20 9.40
m/z 41.00 48.83%
5000
41.0
‘ 670 115.0
obasol L UL | et
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.616 11.98 ng 695303  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Octanoic acid 144 C8H1602 000124-07-2 62
4 Nonanoic acid 158 C9H1802 000112-05-0 52
5 Heptanoic acid 130 C7H1402 000111-14-8 47

Abundance Scan 1280 (9.616 min): BF125524.D\data.ms (-1276) (-) m/z 59.95 100.00%

60.0
5000
2 85.0 129.0 ST — —t
9.50 10.00
157.1
— w“u‘u‘,‘\“‘““‘199‘?‘_“”“”",““1‘87?"1‘ m/z 73.00 83.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60689: Undecanoic acid
60.0
5000 \Vﬂﬁ“f" ‘ ——t
9.50 10.00
29.0 85.0 129.0 m/z 43.08  58.53%
186.0
Ot T \‘\‘\ T “\‘\ \‘H“\‘l“i‘\ "‘M\M\ T \WQ?T\Q\ T “‘\“\ T “i \1\5\7’(\)\ T
m/z--> 20 60 80 100 120 140 160 180
Abundance #46961: n-Decanoic acid
60.0
— T —
9.50 10.00
5000 ITI/Z 55.00 54.28%
129.0
29.0
87.0
172.0
0 aoe |
m/z--> 60 80 100 120 140 160 180
Abundance #24060: Octanoic acid T ——
60.0 9.50 10.00
m/z 41.00 53.86%
5000
101.0
”IF Wl
obtzou Ml [h ol ol | a0 o) et
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Tetradecane, 1l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.804 2.52 ng 126916 Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1482 (10.804 min): BF125524.D\data.ms (-1479) (- m/z 57.00 100.00%

57.0
5000
85.1
— ——
10.50 11.00
113.1 1450 176.0
om_‘m‘mm_u‘w‘luuuh“H:M_‘H_‘waw‘z‘l‘?‘z‘w m/z 43.05 67.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #228590: Tetradecane, 1-iodo-
57.0
5000 29.0 10‘56 il‘Od
' 85.0 : :
m/z 71.10 56.80%
L | e e
O\\\‘\1\\‘\\\h\‘\\}\’H\\‘\\\\‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane
57.0
— ——
10.50 11.00
m/z 85.10 34.16%
5000 85.0
29.0
H“H‘w“u"H‘,H‘w“u“H‘_“w“u‘u“_“w“u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 10.50 11.00
m/z 41.00 30.56%
o T AwwhﬁwwwayﬁwﬂMuwwjm
140.0
182.0
o‘H‘mW"H‘H\u‘,Hth}?f’”Hm‘ww“_”?a@‘q_ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.927 22.22 ng 1117230  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1673 (11.927 min): BF125524.D\data.ms (-1670) (- m/z 60.00 100.00%

60.0
5000
129.0
213.2 R
1711 12.00
I HH T s %
0L AL Mum mmuw” e m/z 73.00 94.95%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T
129.0 12.00
3.0 213.0 m/z 43.00  94.31%
171.0 ‘
0! L ‘;M\ Ll r“ ‘ “‘ “‘ “‘H“ L \“ - “ ——
miz-> 50 100 150 200 250 300
Abundance #75716: Dodecanoic acid
60.0
——
12.00
m/z 57.05 86.23%
5000 129.0 /
g1l F | km
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid T
73.0 12.00
410 m/z 55.80 77.68%
5000 129.0
171.0
TN
0! h“ ‘H‘\‘\‘H‘\ ‘\m‘\‘\ ‘\ \\‘ i “‘ ‘ “‘ —————— —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.716 14.66 ng 737334  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1807 (12.716 min): BF125524.D\data.ms (-1804) (-  m/z 43.05 100.00%

I JW/
5000
31 129.0
—— —
| 18r ! 24‘1-2 2843 1250  13.00
" Wb LATT0T8278 s 73,00 87.67%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —= ==
3.0 12.50 13.00
185.0 2410284-0 m/z 57.00  87.41%
O\\A‘M
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
—— —
12.50 13.00
m/z 55.00 83.63%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\ uf ‘\‘\ ‘\ “‘ | ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz-> 50 100 150 200 250 300 350
Abundance #46966: n-Decanoic acid T —
73.0 12.50 13.00
m/z 60.00 83.28%
129.0
5000
Ll 1m0
ol - — ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125524.D

Acqg On : 16 Sep 2021 1:56
Operator : JU/CG

Sample : M3687-21 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF@91521.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... 2.134 13.1 ng 629972 1 6.869 964767 20.0
2-Pentanone, 4-... 5.075 6.5 ng 314516 1 6.869 964767 20.0
Hexanoic acid, ... 7.545 2.1 ng 123668 2 8.151 1195410 20.0
Ethanol, 2-(2-b... 8.069 2.6 ng 156974 2 8.151 1195410 20.0
Nonanoic acid 8.551 39.3 ng 2351130 2 8.151 1195410 20.0
n-Decanoic acid 9.104 32.6 ng 1891090 3  9.904 1160870 20.0
Undecanoic acid 9.616 12.0 ng 695303 3 9.904 1160870 20.0
Tetradecane, 1-... 10.804 2.5 ng 126916 4 11.398 1005720 20.0
n-Hexadecanoic ... 11.927 22.2 ng 1117230 4 11.398 1005720 20.0
Octadecanoic acid 12.716 14.7 ng 737334 4 11.398 1005720 20.0
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