LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126211.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 11 15 24 rBV 68742 110388 2.75% 0.367%
2 3.869 298 303 309 rVB 152105 203383 5.06% 0.677%
3 5.022 491 499 506 rBV2 47396 63102 1.57% 0.210%
4 5.422 562 567 570 rBV 4016006 3811983 94.84% 12.690%
5 6.375 721 729 734 rBV 37396 44833  1.12% ©0.149%
6 6.434 734 739 744 rVV 3733800 4019264 100.00% 13.380%
7 6.816 800 804 807 rBV 1318675 1102131 27.42% 3.669%
8 7.375 894 899 902 rBV 2703120 2573319 64.02% 8.566%
9 7.998 1001 1005 1009 rBV 486980 381807 9.50% 1.271%
10 8.098 1017 1022 1025 rBV 1728490 1544041 38.42% 5.140%
11  9.175 1200 1205 1208 rBV 4436072 3920532 97.54% 13.051%
12 9.263 1216 1220 1223 rBV2 76382 77208 1.92% 0.257%
13 9.657 1282 1287 1293 rBV 118136 119459 2.97% 0.398%
14  9.851 1316 1320 1323 rBV 1970213 1613260 40.14% 5.370%
15 10.263 1387 1390 1393 rBvV2 85008 80122 1.99% 0.267%
16 10.633 1449 1453 1456 rBV 2496880 2283769 56.82% 7.602%
17 10.857 1484 1491 1499 rVB2 37480 49236 1.23% 0.164%
18 11.304 1563 1567 1569 rBV 90453 86012 2.14% 0.286%
19 11.333 1569 1572 1575 rVV 1956361 1572057 39.11% 5.233%
20 11.404 1578 1584 1587 rBV5 60852 70689 1.76% ©.235%
21 11.739 1637 1641 1644 rVB 83324 70655 1.76%  ©0.235%

22 11.863 1659 1662 1667 rBV 161642 161058 4.01% 0.536%
23 12.921 1837 1842 1845 rBV 3621066 3385756 84.24% 11.271%
24 13.821 1991 1995 2004 rBV 272361 300900 7.49% 1.002%
25 13.962 2015 2019 2023 rBV 970716 950618 23.65% 3.164%

26 14.457 2100 2103 2109 rBvV2 52092 51349 1.28% 0.171%
27 14.833 2163 2167 2170 rBV 50122 54811 1.36% 0.182%
28 15.092 2208 2211 2214 rBV 43936 55498 1.38% ©0.185%
29 15.409 2260 2265 2270 rBV 893350 1019906 25.38% 3.395%
30 15.898 2344 2348 2352 rBV3 34724 52623 1.31% 0.175%
31 15.939 2352 2355 2363 rVB6 46287 81250 2.02% 0.270%
32 17.433 2603 2609 2617 rBV6 36520 80871 2.01% 0.269%
33 17.750 2658 2663 2669 rBvV9 21830 48548 1.21% 0.162%
Sum of corrected areas: 30040438
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Dec 2021 14:47

: M4927-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
BF126211.D

Ju/CaG

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\

Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Silanediol, dimethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.175 2.00 ng 110388 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silanediol, dimethyl- 92 C2H802Si1 001066-42-8 78
2 Propane, 1-chloro-2-nitro- 123 C3H6CINO2 002425-66-3 4
3 Propane, 2-chloro-2-nitro- 123 C3H6CINO2 000594-71-8 2
4 Trimethylsilyl fluoride 92 C3H9FSi 000420-56-4 2
5 Acetic acid, chloro-, anhydride 170 C4H4C1203 000541-88-8 2
Abundance  Scan 15 (2.175 min): BF126211.D\data.ms (-11) (-) m/z 77.00 100.00%
71.0
5000
e S RaamauEmEEE
44.9 2.202.302.402.502.60
359 | 58.9 an m/z 44.90  14.269
\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\ . . (]
miz--> 30 40 50 60 70 80 90 100
Abundance #2697: Silanediol, dimethyl-
77.0
5000 LI B L B IR R
2.202.302.402.502.60
45.0 m/z 78.00 6.29%
62.0 A 92.0
\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100
Abundance
77.0
A
2.202.302.402.502.60
5000 49.0 m/z 79.00 4.08%
61.0 93.0
e B e o e
miz--> 30 90 100
Abundance #11487: Propane, 2-chloro-2-nitro- A
77.0 2.202.302.402.502.60
m/z 58.90 2.88%
5000
490 610
| | | i1
-t A aamane e
m/z--> 30 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1,3,5-Cycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.869 3.69 ng 203383 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
2 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 87
3 Toluene 92 C7H8 000108-88-3 87
4 2,5-Norbornadiene 92 C7H8 000121-46-0 64
5 1,6-Heptadien-3-yne 92 C7H8 005150-80-1 59
Abundance Scan 303 (3.869 min): BF126211.D\data.ms (-298) (-) m/z 91.00 100.00%
91.0
5000
R R
39.0 510 650 3.60 3.80 4.00 4.20
et et TR0 Tz 92.00 55.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2774: 1,3,5-Cycloheptatriene
91.0
5000 UL L B LI L A BN
3.60 3.80 4.00 4.20
39.0 65.0 m/z 65.00 10.06%
. 51.0
20 150 710 S0 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
91.0
A R RAR
3.60 3.80 4.00 4.20
5000 m/z 39.00 9.04%
65.0
27.0 390 510 77.0
T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2758: Toluene e L s
91.0 3.60 3.80 4.00 4.20
m/z 51.00 7.43%
5000
39.0 51.0 65.0
150220 LU L 10 el
m/z--> 0 10 20 30 40 50 60 70 80 90 100 .60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.998 4.95 ng 381807 Naphthalene-d8 8.098

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 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 1005 (7.998 min): BF126211.D\data.ms (-1001) (-) m/z 57.10 100.00%
57.1
5000
70 7.60 7.80 8.00 8.20 8.40
101.0 : : : : :
\\\‘\\\Swg“ﬁ‘\\MHH‘M\“\“\‘\\}‘\\\\‘}\3\2.\1‘\\H‘\\\ m/Z 45.09 97.8200
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 [T T T T T T T T T T T T
7.60 7.80 8.00 8.20 8.40
29.0 75.0
: m/z 41.00 34.54%
101.0
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
AR REERS S o
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 19.21%
29.0 75.0
1000 9320 e300
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether e
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.00 16.70%
5000
29.0 75.0
. “;“‘ A “ 110001180 s el e
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

8270-BF121521.M Fri Dec 17 ©3:18:20 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.863 2.05 ng 161058  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 58
Abundance Scan 1662 (11.863 min): BF126211.D\data.ms (-1659) (- m/z 73.00 100.00%
43.0 73.0
5000
129.0
‘ (ﬂ ? 157. 1185 1213.1 o561 11.50 12.00
Hw‘HﬂWmNuM“MHJMthH"H‘_ﬂ‘ﬁuw_uk_m‘_u‘_ m/z 43.00  93.96%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 1570155 2130 2560 m/z 60.00 87.01%
\H‘HH“}‘HH!H \H‘\\‘H\‘\\‘1“““\\”}‘\“\‘\\“\H\‘H‘H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
— S At
11.50 12.00
5000 129.0 m/z 57.00 82.53%
199.0
101.0 157.0 2420
15.0
T T T T e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #60691: Undecanoic acid “ T
60.0 11.50 12.00
m/z 55.00 60.96%
5000/ 290
870 129.0
186.0
LT ] sro®
SN 1911, T 1 O i S ANOS — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclopentadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 6.33 ng 300900 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1995 (13.821 min): BF126211.D\data.ms (-1991) (- m/z 57.00 100.00%
57.0
p7.1
5000
1350 1400
39.1 : :
i | H‘ M b2 m/z 83.00 92.56%
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 = e
13.50 14.00
m/z 43.05 88.05%
210.0
\\“‘\"‘ ’%39’0”
miz--> 50 100 150 200 250 300 350
Abundance
57.0 97.0
— —
13.50 14.00
5000 m/z 54.95 87.21%
39.0
181.0222.0 264.0 306.0 378.(
s PR e e
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 o T
57.0 97.0 13.50 14.00
m/z 97.10  79.55%
5000
9.0
L T 1810222 00600 3080
e A R e e R e R = =
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126211.D

Acqg On : 16 Dec 2021 14:47
Operator : JU/CG

Sample : M4927-08

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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|
Silanediol, dim... 2.175 2.0 ng 110388 1 6.816 1102130 20.0
1,3,5-Cyclohept... 3.869 3.7 ng 203383 1 6.816 1102130 20.0
Ethanol, 2-(2-b... 7.998 5.0 ng 381807 2 8.098 1544040 20.0
n-Hexadecanoic ... 11.863 2.0 ng 161058 4 11.333 1572060 20.0
Cyclopentadecane 13.821 6.3 ng 300900 5 13.968 950618 20.0
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