LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131982.D

Acqg On : 10 Jan 2023 01:16
Operator : CG\JU

Sample : N6243-08

Misc :

ALS Vvial : 18 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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131982.D\data.ms

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

# min scan scan scan TY height area % max. total
1  2.363 382 47 54 rVB 36599 57037 3.35% 0.498%
2 4.987 488 493 504 rVB 483074 620930 36.45% 5.421%
3 5.404 560 564 576 rVB 1499998 1465515 86.03% 12.794%
4 6.428 734 738 741 rBV 1560614 1451376 85.20% 12.670%
5 6.786 795 799 802 rBV 496349 444036 26.07% 3.876%
6 7.357 891 896 899 rBV 1132596 997074 58.53%  8.704%
7 8.075 1014 1018 1021 rBV 670197 517571 30.38% 4.518%
8 9.157 1197 1202 1205 rBV 2106047 1703526 100.00% 14.871%
9 9.227 1209 1214 1217 rBV2 18968 21547 1.26% 0.188%
10 9.692 1290 1293 1295 rBV3 25715 24007 1.41% 0.210%
11 9.739 1298 1301 1303 rVB 29717 25668 1.51% 0.224%
12 9.833 1314 1317 1320 rVB 669386 521638 30.62% 4.554%
13 10.233 1382 1385 1388 rBV3 56044 52049 3.06% 0.454%
14 10.263 1388 1390 1392 rWwW 34144 24171  1.42% 0.211%
15 10.292 1392 1395 1397 rVW4 22620 25039 1.47% 0.219%

16 10.551 1436 1439 1442 rBV 331472 269733 15.83%
17 10.627 1449 1452 1455 rBV 931151 738473 43.35%
18 10.745 1468 1472 1475 rBV 105057 139219 8.17%
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19 11.216 1550 1552 1558 rVB 99979 95378 5.60% 833%
20 11.327 1568 1571 1574 rBV 554806 469707 27.57% 100%
21 12.921 1839 1842 1845 rBV 1355461 1097905 64.45%  9.584%
22 13.986 2020 2023 2025 rVB 398818 364690 21.41% 3.184%

23 15.456 2270 2273 2277 rVB 258014 328826 19.30% 2.871%

Sum of corrected areas: 11455115
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131982.D

Acq On : 10 Jan 2023 01:16
Operator : CG\JU

Sample : N6243-08

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131982.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131982.D

Acq On : 10 Jan 2023 01:16

Operator : CG\JU

Sample : N6243-08

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Concentration Rank 5

Peak Number 1 Trichloroethylene

R.T EstConc Area Relative to ISTD R.T.
2.363 2.57 ng 57037 1,4-Dichlorobenzene-d4 6.786
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 96
2 2-Fluoro-5-chloropyrimidine 132 C4H2C1FN2 062802-37-3 27
3 Benzene, 1l-chloro-4-fluoro- 130 C6HAC1F 000352-33-0 25
4 1H-1,2,4-Triazol-3-amine, 5-(met... 130 C3H6EN4S 045534-08-5 18
5 Benzene, 1l-chloro-3-fluoro- 130 C6HACILF 000625-98-9 17
Abundance  Scan 47 (2.363 min): BF131982.D\data.ms (-38) (-) m/z 94.90 100.00%
9 129.9
59.9
5000
R e
37.0 H ‘ 220 240 2.60 2.80
0t e b H, et S m/z 129.90  85.31%
miz--> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 L LA L L L B
220 240 260 2.80
m/z 131.85 76.52%
35.0
O\:!-Z\.\o‘ \‘\ \‘\“ \‘“\ \““\ LI “1 T \H“’ L ‘ T \H} ‘\
miz—-> 20 40 60 80 100 120 140
Abundance #16227: 2-Fluoro-5-chloropyrimidine
132.0
B e o
600 220 240 2.60 2.80
5000 m/z 96.90 69.82%
31.0 105.0
Lo
| JESSERE1 W HO H “, LN LT
miz--> 20 40 60 80 100 120 140
Abundance #15349: Benzene, 1-chloro-4-fluoro- e B W
130.0 220 240 2.60 2.80
m/z 59.90 51.97%
5000 95.0
73.0
50.0 ‘
oo 1T laoe o gL
m/z--> 20 40 60 80 100 120 140 220 240 2.60 2.80
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
BF131982.D

: 10 Jan 2023 01:16
: CG\JU
: N6243-08

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.987  27.97 ng 620930 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 493 (4.987 min): BF131982.D\data.ms (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 PR G
4.60 4.80 5.00 5.20 5.40
Ll \‘ 83.0 9
-y m/z 59.00 63.247%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B R B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  23.23%
ST \w 83.0
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
s A ma R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.83%
101.0
15.0
ooty 0O B8O |
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e a R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000 41.0
SRR | S 113 RO
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\BF010923\
Data File : BF131982.D

Acq On : 10 Jan 2023 01:16
Operator : CG\JU

Sample : N6243-08

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.551 10.34 ng 269733  Acenaphthene-di0 9.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64
3 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 53
4 Ethanone, 2-(5-nitrotetrazol-2-y... 233 C9H7N503 1000310-77-2 53
5 Acetic acid, 2-benzoylthio-, 2-o0... 314 C17H1404S 1000260-20-1 53
Abundance Scan 1439 (10.551 min): BF131982.D\data.ms (-1436) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
1 7 [
10.50
152.0
O et e b e 2R 2441 sz 77,00 74.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
.0 182.0
5000 P :
10.50
51.0 m/z 182.00  45.46%
N T S 1520 |
O‘\\\\“H\\‘\\\\‘\\\\’H\\‘\\\\‘\\\‘\’H\\‘\\\\‘\\\\’H\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0
T T
77.0 10.50
5000 ITI/Z 50.95 26.77%
51.0
152.0
01280l bbb
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87468: Ethanedione, diphenyl- — ‘
105.0 10.50
m/z 50.00 9.40%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131982.D

Acq On : 10 Jan 2023 01:16
Operator : CG\JU

Sample : N6243-08

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Dodecane, 2-methyl-8-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.745 5.93 ng 139219  Phenanthrene-die 11.327
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-8-propyl- 226 CleH34 055045-07-3 86
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
5 Tridecane 184 (C13H28 000629-50-5 68

Abundance Scan 1472 (10.745 min): BF131982.D\data.ms (-1468) (-} | m/z 57.85 100.00%

57.0
5000

183.1 S S
’ 141.0 10.50 11.00
ob— \‘\‘ ’ hhm\u ““‘i “\\‘m“h“ “m‘\‘u‘\\”‘ ol ‘\‘ : ‘23‘3"2‘ e m/z 71.10 89.53%
miz--> 50 100 150 200 250
Abundance #107243: Dodecane, 2-methyl-8-propyl-
57.0

5000 RN
10.50 11.00

m/z 43.10  69.30%

‘ ‘ 112.0 183.0

o A b 1 1m0 [T 260

miz--> 50 100 150 200 250

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
10.50 11.00

5000 m/z 85.05 37.30%
99.0
0 ‘\\ HH\ i \‘ I \14?-0 183.0 239.0 296.(
el S
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 10.50 11.00

m/z 41.10  33.90%

- M
h 113.0
L

7.0
of 0L L1 LT 1530180 2sa0 -

T \
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131982.D

Acq On : 10 Jan 2023 01:16
Operator : CG\JU

Sample : N6243-08

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.216 4.06 ng 95378  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
3 Heneicosane 296 (C21H44 000629-94-7 87
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86

Abundance Scan 1552 (11.216 min): BF131982.D\data.ms (-1550) (- m/z 57.00 100.00%
57.0

5000 ﬂMVNAM$WJAM$ﬁ$ﬂwAMM

99.1 ——
|| || 1410 1831 2202 11.00 11.50
P VTR T

bbb b Ll B LA D 2P8L s 71005 79, 10%

m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0

5000

m/z 43.10  55.92%

99.0
15.0 ‘\‘ ‘”H‘\ ‘!‘ \“‘\ ““ - “]\.4r‘1‘0\ \18\‘4\0‘ LENSLE
miz--> 50 100 150 200 250
Abundance #194593: Eicosane, 2-methyl-

57.0

o

—— —
11.00 11.50
5000 m/z 85.10 43.01%
99.0
| | | | | 1410 1830 253.0
[ S P . G
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane — e
57.0 11.00 11.50

m/z 41.00 34.16%

5000 M

99.0
15-0\‘ Ll ) 1410 1830 2250 296.(
500 bbb ) s 1830 2250 290

— —
miz--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131982.D

Acqg On : 10 Jan 2023 01:16
Operator : CG\JU

Sample : N6243-08

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 2.363 2.6 ng 57037 1 6.786 444036 20.0
2-Pentanone, 4-... 4.987 28.0 ng 620930 1 6.786 444036 20.0
Benzophenone 10.551 10.3 ng 269733 3 9.833 521638 20.0
Dodecane, 2-met... 10.745 5.9 ng 139219 4 11.327 469707 20.0
Tridecane 11.216 4.1 ng 95378 4 11.327 469707 20.0
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