LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131940.D

Acqg On : 06 Jan 2023 14:21
Operator : CG\JU

Sample : N6244-05

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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131940.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.369 35 48 57 rBB 524206 764716 48.93% 6.864%
2 4,992 489 494 506 rVB 452811 573202 36.68% 5.145%
3 5.410 561 565 576 rBV 1368072 1259460 80.59% 11.305%
4 6.434 735 739 742 rBV 1486468 1329245 85.06% 11.932%
5 6.798 797 801 804 rBV 433359 375275 24.01%  3.369%

6 7.369 893 898 901 rBV 1010264 917204 58.69%  8.233%
7 8.086 1016 1020 1023 rBV 575502 465659 29.80% 4.180%
8 9.169 1199 1204 1207 rBV 1982757 1562775 100.00% 14.028%
9 9.851 1316 1320 1323 rVB 600172 524661 33.57% 4.710%

10 10.569 1438 1442 1445 rVB 243941 192688 12.33% 1.730%
11 10.639 1451 1454 1458 rBV 838283 757110 48.45% 796%

12 11.345 1570 1574 1577 rBV 531951 474389 30.36%
13 12.933 1840 1844 1848 rBV 1187556 1100811 70.44%
14 13.833 1994 1997 2005 rBV2 72457 102529 6.56%
15 13.998 2021 2025 2028 rVB 423688 370744 23.72%

wowhO
(o]
o]
=
R

16 15.468 2271 2275 2281 rVB 286132 369959 23.67%  3.321%

Sum of corrected areas: 11140427
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Jan 2023 14:21
¢ CG\JU
. N6244-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
BF131940.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF131940.D\data.ms
1500000 6.434
5.410
1000000 7-369
2.369
500000 4,992 6.798
O'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: BF131940.D\data.ms
9.169
1500000
12.933
1000000
10.639
8.086 9.851 11.345
500000
10.569
0b——4 — ‘_L‘,‘ — —4 — — e E— LM
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: BF131940.D\data.ms
1500000
1000000
500000 13.998
15.468
13.833
O 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\BF010623\
Data File : BF131940.D

Acqg On : 06 Jan 2023 14:21

Operator : CG\JU

Sample : N6244-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: 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 Trichloroethylene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.369 40.76 ng 764716 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 98
2 Benzene, 1-chloro-2-fluoro- 130 C6HACLF 000348-51-6 25
3 2-Fluoro-5-chloropyrimidine 132 C4H2C1FN2 062802-37-3 25
4 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BC1N4 021960-49-6 22
5 Benzene, 1-chloro-4-fluoro- 130 C6HACLF 000352-33-0 22
Abundance  Scan 48 (2.369 min): BF131940.D\data.ms (-35) (-) m/z 94.90 100.00%
94.9
129.9
5000 60.0
e
37.0 ‘ 2.20 240 2.60 2.80
b b e Ml nyz 12008 78.37%
miz-> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 LI LA L L L I L B O
220 240 2.60 2.80
m/z 131.90  77.26%
35.0
0\:!-2\.9‘ \‘\ \‘\“ \‘“\ \““\ T “1 T \‘H‘ L T T
miz-> 20 40 60 80 100 120 140
Abundance #15353: Benzene, 1-chloro-2-fluoro-
130.0
e
220 240 2.60 2.80
5000 95.0 m/z 96.90 65.60%
75.0
0 31‘0‘ 59"0 AT J, 111.0 Il
e T A
m/iz--> 20 40 60 80 100 120 140
Abundance #16227: 2-Fluoro-5-chloropyrimidine e
132.0 220 240 2.60 2.80
60.0 m/z 60.00 50.70%
5000
31.0 105.0
Lo
OHH‘}“W i 1“‘\“\‘\““\ gl \“ Ml R A RRREERE
m/z--> 20 40 60 80 100 120 140 220 2.40 2.60 2.80

8270-BF122422.M Mon Jan 09 06:14:00 2023

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131940.D

Acqg On : 06 Jan 2023 14:21

Operator : CG\JU

Sample : N6244-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: 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 2

R.T. EstConc Area Relative to ISTD R.T.
4.992  30.55 ng 573202 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 494 (4.992 min): BF131940.D\data.ms (-489) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 DRUSEEE & -
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Ol m/z 59.00  62.19%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | L LU B I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.74%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A REAEaREET
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.00 14.27%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R REaaaEEE T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.52%
5000
101.0
15.0 ‘
obrb b 80080 | AL .
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131940.D

Acqg On : 06 Jan 2023 14:21

Operator : CG\JU

Sample : N6244-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF122422 .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 3

R.T. EstConc Area Relative to ISTD R.T.
1.5 7.35ng 192688 Acenaphthene-d1e 5.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 senzophenone 182 C13H100 060119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 78

3 Benzenecarbothioic acid, S-methy... 152 C8H80S
4 acetic acid, 2-bromo-, 2-oxo0-2-p... 256 C10H9BroO3

005925-68-8 52
1000401-50-0 50

5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 50
Abundance Scan 1442 (10.569 min): BF131940.D\data.ms (-1438) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 L ‘
10.50
152.0
Ol 2280 m/z 76.95 71.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t :
10.50
510 m/z 182.00  53.29%
Jzmo || 1eg 1820
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57937: Methanone, phenyl-2-pyridinyl-
77.0 105.0 155.0
183.0 R \
10.50
5000 ITI/Z 51.00 25.65%
51.0
o 210 N
et e i e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester —r ‘
105.0 10.50
m/z 50.00 9.06%
77.0
5000
51.0
N2 N N |
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131940.D

Acqg On : 06 Jan 2023 14:21
Operator : CG\JU

Sample : N6244-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.833 5.53 ng 102529  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
2 1-Tricosene 322 C23H46 018835-32-0 91
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 90
4 Cyclopentadecane 210 C15H30 000295-48-7 89
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87
Abundance Scan 1997 (13.833 min): BF131940.D\data.ms (-1994) (- m/z 57.05 100.00%
57.0
97.0
5000
o ww
197.1 : : :
[o) \“‘ ’\‘ e m\‘\ M\ Ay hhu u“ Il | \m\‘ 1 “%3\\7”% \2‘81 Q ?’?g m/z 43.10 95.28%
miz-> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 — ——
13.50 14.00
m/z 83.05 88.98%
02 ug‘\‘\w\‘ \\”w‘\ \\h e “‘1‘8‘0‘0‘ L2090 2050
miz-> 50 100 150 200 250 300
Abundance #227233: 1-Tricosene
57.0
97.0 — ——
13.50 14.00
5000 m/z 55.00 83.91%
0 h‘ \‘ | Il H\ b & 18?0 224.0 2800 322C NWW\J\AWW
e e e
miz--> 50 100 150 200 250 300
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es — —
83.0 13.50 14.00
m/z 97.00  79.24%
43.
5000
25.0
252.0
0 \\‘ “‘“‘\M“‘ \“h \‘ H‘ A ‘H\ . “‘ . ‘L‘ —— P P
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131940.D

Acqg On : 06 Jan 2023 14:21
Operator : CG\JU

Sample : N6244-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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|
Trichloroethylene 2.369 40.8 ng 764716 1 6.798 375275 20.0
2-Pentanone, 4-... 4.992 30.6 ng 573202 1 6.798 375275 20.0
Benzophenone 10.569 7.3 ng 192688 3 9.851 524661 20.0
Dichloroacetic ... 13.833 5.5 ng 102529 5 13.998 370744 20.0
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