LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc :

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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133993.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 7 14 21 rVB 1572243 2078182 86.01% 11.477%
2 2.287 29 34 43 rVB4 28734 48762 2.02% 0.269%
3 5.092 507 511 522 rVB 151696 183915 7.61% 1.016%
4 5.487 574 578 581 rBV 2210508 2030032 84.02% 11.211%
5 6.486 743 748 751 rBV 2315509 2196877 90.93% 12.132%

6 6.851 806 810 813 rBV 811148 644577 26.68%
7 7.410 901 905 908 rBV 1400195 1247564 51.64%
8 8.128 1024 1027 1041 rVB 998562 816334 33.79%
9 9.204 1207 1210 1214 rBV 2730985 2416088 100.00% 13.

9.886 1323 1326 1330 rBV 1014248 810253 33.54%
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11 10.604 1444 1448 1454 rBV 181863 144973 6.00%
12 10.680 1457 1461 1471 rBV 1548059 1331371 55.10%
13 11.380 1576 1580 1588 rBV 902859 779229 32.25%
14 11.910 1667 1670 1675 rBV 124167 119081  4.93%
15 12.980 1847 1852 1855 rBV 2062316 1798490 74.44%
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16 13.557 1945 1950 1952 rBV2 24050 27467 1.14%
17 13.886 2001 2006 2014 rBV3 152995 344883 14.27%
18 14.039 2028 2032 2038 rVB 564606 539580 22.33%
19 14.210 2058 2061 2066 rBV2 27162 33593 1.39%
20 14.515 2110 2113 2115 rBV2 26397 26672 1.10%
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21 15.545 2283 2288 2293 rBV 381894 490205 20.29% 2.707%

Sum of corrected areas: 18108128

8270-BF062623.M Wed Jun 28 10:17:16 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 27 Jun 2023 16:11
¢ CG\JU
: 03337-07

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
BF133993.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Time-->

TIC: BF133993.D\data.ms
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5.487
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TIC: BF133993.D\data.ms
9.204
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105% 11.910
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Time-->
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Time-->

TIC: BF133993.D\data.ms

14.039
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 64.48 ng 2078180 1,4-Dichlorobenzene-d4 6.851

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 14 (2.169 min): BF133993.D\data.ms (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1 \H‘\\H‘HH‘\H\‘HH‘\H
‘ ‘ 2.202.302.402.502.60
Ot b 2022 gz a3.e5  45.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T T[T [T T[Tt
43.0 2.202.302.402.502.60
~ 95.0 87.0 m/z 55.00  30.07%
w0 ||
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
A RARREREARIEEESE
40 g 87.0 2.202.302.402.502.60
5000 ' m/z 87.10 25.40%
29.0
150 Mh ‘ ‘\ M
o+ttt
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2307: 1,3-Dioxolane, 2-methyl- A
73.0 2.202.302.402.502.60
m/z 41.05 15.05%
5000 43.0
58.0
29.0 87‘.0
NSNS BN B MBS /N S ——— VA NP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.092 5.71 ng 183915 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 511 (5.092 min): BF133993.D\data.ms (-507) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 e RERRE R
4.80 5.00 5.20 5.40
ool e ;
b m/z 59.10 56.06%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B B BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.46%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e ERREEEES R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.69%
H ‘ 87.0
IR N
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester B RAREEEEERE RS L
59.0 4.80 5.00 5.20 5.40
m/z 40.95 10.02%
5000 41.0
ol 109
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.604 3.58 ng 144973  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 50
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 50
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
Abundance Scan 1448 (10.604 min): BF133993.D\data.ms (-1444) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
—— —
10.50 11.00
152.0
Ol il e A28 T myz 77.00 63.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t ——
10.50 11.00
510 m/z 182.10  48.98%
o2mo || 1969 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
770 183.0 10.50 11.00
5000 51.0 m/z 51.00  29.71%
0 ‘ i | 1270 1540 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44321: 1-Propanone, 3-chloro-1-phenyl- A
105.0 10.50 11.00
m/z 50.00 9.61%
5000 7.0
51.0
0 2?0 \‘ F— | 133.0 168.0
B B B e —— —
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\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.910 3.06 ng 119081 Phenanthrene-di10 11.380
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1670 (11.910 min): BF133993.D\data.ms (-1667) (- m/z 43.05 100.00%

43.0 |73.0
5000 129.1
213.2 1
H ? 171.1 ‘ 256.1 12.00
0 m_m‘; LMLl L L L 0w 73,00 99.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 59.95 96.74%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
e
12.00
5000 129.0 ITI/Z 41.00 83.53%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 57.05 83.06%
5000
129.0
185.0 228.0
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\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.886 12.78 ng 344883 Chrysene-di2 14.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93

3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 2006 (13.886 min): BF133993.D\data.ms (-2001) (- m/z 57.00 100.00%
57.0
5000 JjJA
51 i —
j j h 2061 302.1 13.50 14.00
O s 25 T m/z 43.00 87.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
m/z 55.00 77.49%
5.0 252.0
okl 2257 369.0 648
TTT ‘\H\‘HH[\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
— ——
13.50 14.00
5000 m/z 83.05 59.28%
1.0
oL LI, 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #303470: Pentafluoropropionic acid, heptadecy! ester T —T
57.0 13.50 14.00
m/z 41.00 52.79%
5000
5.0
by, 280 smso e Mo
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133993.D

Acqg On : 27 Jun 2023 16:11
Operator : CG\JU

Sample : 03337-07

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.169 64.5 ng 2078180 1 6.851 644577 20.0
2-Pentanone, 4-... 5.092 5.7 ng 183915 1 6.851 644577 20.0
Benzophenone 10.604 3.6 ng 144973 3 9.886 810253 20.0
n-Hexadecanoic ... 11.910 3.1 ng 119081 4 11.380 779229 20.0
Pentadecafluoro... 13.886 12.8 ng 344883 5 14.039 539580 20.0
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