LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc :

ALS vial : 9 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: BF131942.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.358 31 46 52 rBV 1022677 1549835 100.00% 10.745%
2 3.787 283 289 295 rVB 197925 274459 17.71% 1.903%
3 4.993 489 494 501 rVB 448934 526243 33.95% 3.649%
4 5.251 534 538 542 rVB 145691 141142 9.11% 0.979%
5 5.363 553 557 562 rBV 637910 791159 51.05% 5.485%
6 5.410 562 565 574 rVB 1253196 1154220 74.47% 8.002%
7 5.628 598 602 606 rBV 422677 350223 22.60% 2.428%
8 5.734 616 620 626 rBv 18197 25007 1.61% 0.173%
9 6.098 678 682 686 rBv 28593 26968 1.74% 0.187%
106 6.375 726 729 736 rVB 646673 567966 36.65%  3.938%
11 6.440 736 740 752 rBV 1299125 1227249 79.19% 8.509%
12 6.534 752 756 760 rVB 86136 70914 4.58% 0.492%
13 6.622 766 771 774 rBV3 37312 38895 2.51% 0.270%
14 6.798 797 801 804 rBV 447074 367979 23.74%  2.551%
15 7.369 893 898 901 rBV 988013 860957 55.55%  5.969%
16 7.875 981 984 987 rBV 28043 21946 1.42% 0.152%
17 8.087 1013 1020 1023 rBV 564524 459901 29.67% 3.189%
18 9.169 1199 1204 1207 rBV 1834868 1442938 93.10% 10.004%
19 9.239 1212 1216 1219 rBV3 43666 45462 2.93% 0.315%
20 9.551 1266 1269 1273 rBv2 51730 59756 3.86% 0.414%
21  9.610 1276 1279 1283 rVWW4 25374 32586 2.10% 0.226%
22 9.686 1289 1292 1294 rBV 395090 307510 19.84% 2.132%
23 9.710 1294 1296 1298 rvv2 58902 56487 3.64% 0.392%
24  9.751 1301 1303 1306 rVB 85332 69212 4.47%  0.480%
25 9.822 1312 1315 1316 rBV2 36480 36784 2.37% 0.255%
26 9.851 1316 1320 1323 rVB 535328 463458 29.90%  3.213%
27 9.881 1323 1325 1330 rBV3 34416 42534  2.74%  0.295%
28 9.963 1336 1339 1344 rVB 381780 304996 19.68%  2.115%
29 10.216 1379 1382 1385 rVB2 40261 40874 2.64% 0.283%
30 10.251 1385 1388 1390 rBV2 97907 81106 5.23% 0.562%

31 10.569 1439 1442 1449 rBV 194879 165924 10.71%
32 10.645 1451 1455 1458 rBV 782006 682031 44.01%
33 11.345 1571 1574 1577 rBV 530190 436957 28.19%
34 12.939 1842 1845 1849 rBV 1106521 1035463 66.81%
35 14.004 2023 2026 2030 rVB 406936 369317 23.83%

NNWRAPR
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36 15.486 2275 2278 2282 rVB 264279 294850 19.02% 2.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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
Sum of corrected areas: 14423308
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Jan 2023 15:25
¢ CG\JU
. N6244-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
BF131942.D

: 9 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: BF131942.D\data.ms

1500000

5.410 6.440
2.358
1000000 7:369
5.363 6.375
500000 4.993 5.628 6.798
3.787 505
734 6098 (%3822
Orﬁ“’—rr\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 1 T \‘WWW_Y“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF131942.D\data.ms
9.169 12.939
1500000
1000000 10.645 11.345 W
8.087
500000
7.875
A = ‘ — — — — — — —

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: BF131942.D\data.ms

1500000

14.004
1000000
15.486
0 T ‘ T T ‘ T T ‘ T

Time--> 13.50 14.00 14.50 1500 1550 1600 1650 1700 1750 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 1 Trichloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.358 84.23 ng 1549840 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-4-fluoro- 130 C6HACLF 000352-33-0 35
3 Benzene, 1l-chloro-2-fluoro- 130 C6HACIF 000348-51-6 32
4 Benzene, 1-chloro-3-fluoro- 130 C6HACIF 000625-98-9 32
5 2-Fluoro-5-chloropyrimidine 132 C4H2C1FN2 062802-37-3 16
Abundance  Scan 46 (2.358 min): BF131942.D\data.ms (-31) (-) m/z 94.90 100.00%
94.9
129.9
5000 60.0
B e
370 ‘ 220 240 2.60
oot A W wyz 120,00 75.28%
miz-> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 L L L L L B B
220 240 2.60
m/z 131.90 71.88%
35.0
0\:!-2\.9‘ \‘\ \‘\“ \‘“\ \““\ T “1 T \‘H‘ L T T
miz-> 20 40 60 80 100 120 140
Abundance #15349: Benzene, 1-chloro-4-fluoro-
130.0
T
220 240 2.60
5000 95.0 m/z 96.90 63.18%
73.0
o 30 S0 L e
miz--> 20 40 60 80 100 120 140
Abundance #15354: Benzene, 1-chloro-2-fluoro- T
130.0 220 240 2.60
m/z 60.00 50.20%
95.0
5000
75.0
o sto %90 0 om0 |
L e e i o T
m/z--> 20 40 60 80 100 120 140 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 2 Toluene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.787 14.92 ng 274459 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 87
3 2,5-Norbornadiene 92 C7H8 000121-46-0 72

4 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26C12Mo2  ©35625-66-2 72
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 72

Abundance Scan 289 (3.787 min): BF131942.D\data.ms (-283) (-) m/z 91.00 100.00%

91.0
5000
e R RARE
39.0 510 65‘-0 3.40 3.60 3.80 4.00 4.20
Ol el 789l myz 92,00 56.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2758: Toluene
91.0
5000 DL B R B R

3.40 3.60 3.80 4.00 4.20
m/z 65.00 13.27%

390 5109 020
oL 15.0 270 | || M 77.0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\1\‘\\\1‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2773: 1,3,5-Cycloheptatriene
91.0
R R
3.40 3.60 3.80 4.00 4.20
5000 ITI/Z 39.00 10.60%
39.0 65.0
0 15.0 27\'0 1 \5?\-:0 \‘\ 77.0 L
R T e A BRI
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2765: 2,5-Norbornadiene R R
91.0 3.40 3.60 3.80 4.00 4.20
m/z 63.00 9.64%
5000 66.0
39.0
ol 150 270 | S0 mo oo
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.993 28.60 ng 526243 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 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.993 min): BF131942.D\data.ms (-489) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 R e b RRBA
4.60 4.80 5.00 5.20 5.40
gl 830 :
o m/z 59.00 61.49%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I R LR R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  22.05%
270 ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A REAEaEEEE
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 13.96%
byl L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate Raaas e Eman EEEE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.10%
5000
58.0
15.0 100.0
L
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 : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 Ethylbenzene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.251 7.67 ng 141142  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 91
2 p-Xylene 106 C8H1e0 000106-42-3 86
3 o-Xylene 106 C8H10 000095-47-6 86
4 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 53
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 52
Abundance Scan 538 (5.251 min): BF131942.D\data.ms (-534) (-) m/z 91.00 100.00%
91.0
5000 [K
106.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
380 51.0 65.0 780 5.00 5.20 5.40 5.60
0L o8t il b m/z 106,00 24.71%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000 \\\\‘\\\\‘\j\\\\‘\\\\‘\\\
106.0 5.00 5.20 5.40 5.60
510 m/z 65.00 10.39%
27.0 "~ 650 780
O \H]-’.\()\H%ﬂ.\o\’\H‘\‘\H\"\\H“\H‘\‘\‘H‘\HH“\H\‘l\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5724 p-Xylene
91.0
H‘W‘H‘_“W‘H‘_“
5.00 5.20 5.40 5.60
5000 106.0 m/z 51.00 9.72%
270 51.0 77.0 ‘
0 m,ww‘,m‘wm“,w}‘luwH*‘Qw‘!_wlwme
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5729: o-Xylene ‘H“‘H“‘H“‘H“‘H
91.0 5.00 5.20 5.40 5.60

m/z 77.00 8.85%

5000 106.0

51.0 77.0

0 270 | | 6 b \“
S e N WL R SRS (11 SN

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 5 o-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.628 19.03 ng 350223 1,4-Dichlorobenzene-d4 6.798

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 602 (5.628 min): BF131942.D\data.ms (-598) (-) m/z 91.00 100.00%
91.0
5000 106.0 A
\\\\‘\\\\’\\\\‘\\\\‘\\\
390 51.0 g59 70 5.40 5.60 5.80 6.00
0 Wm_‘HMm‘Hm,mwMw“!wmwm m/z 106.00  39.18%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5727: 0-Xylene
91.0
5000 1060 \A\\\‘\\\\’\\\\‘\\\\‘\\\

5.40 5.60 5.80 6.00
m/z 105.00 17.14%

39.0 510 45 770

27.0
0WH“‘Hm“‘m‘HHH,:“““m“l“um‘luw‘;m‘m
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene
91.0
\\\\‘\\\\’\\\\‘\\\/\\‘\\\
5.40 5.60 5.80 6.00
5000 106.0 m/z 77 .00 12.30%
27.0 39.0 51.0 65.0 77.0 ‘
O\‘\H‘\‘H\i“H\\“‘\H’i‘\‘\\‘u\m‘HH“EH\‘\‘M‘\‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 j\
Abundance #5749:Benzene,l,3-dimeth I- T T T T T T T T T T T
91.0 5.40 5.60 5.80 6.00
m/z 51.00 9.34%
5000 106.0
27.0 39.0 510 65.0 77.0 A
0WH“‘Wm“m‘}‘luu,:““wm‘“‘Hm‘lm_‘m‘wm LR
m/z--> 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 6 4-Heptanone, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.375 30.87 ng 567966 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 t-Butyl isobutyl ketone 142 C9H180 014705-50-1 53
3 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 50
4 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 45
5 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 43
Abundance Scan 729 (6.375 min): BF131942.D\data.ms (-726) (-) m/z 57.05 100.00%
57.0
85.0
5000
41.0
N ARmmEETEESS
| ‘ 1421 6.00 6.20 6.40 6.60
bl b 2000 T s 5.0 69.46%
miz--> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 R N R S SR NSRS
41.0 6.00 6.20 6.40 6.60
m/z 41.05 35.25%
O\\%?‘?\‘\‘\\‘H‘\ LI e ‘\\\\‘\‘\ \%4‘.‘2\?\
miz-> 20 40 60 80 100 120 140
Abundance #23038: t-Butyl isobutyl ketone
57.0
N ARERRRERRSS S
6.00 6.20 6.40 6.60
5000 410 8.0 m/z 57.95  21.26%
142.0
ol B0l L 1010 |
L e B i e
m/iz--> 20 40 60 80 100 120 140
Abundance #22743: 2,4-Hexanedione, 5,5-dimethyl- s L A mEaRaR R
85.0 6.00 6.20 6.40 6.60
m/z 43.00 16.14%
5000 43.0
142.0
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25

Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 7 2-Heptanone, 4,6-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.534  385ng 70914  1,4-Dichlorobenzene-da  6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 conso 019549-80-5 83
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 43

3 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803
4 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603

1000382-54-2 40
054699-41-1 38

5 Pentanal, 2,4-dimethyl- 114 C7H140 027944-79-2 35
Abundance Scan 756 (6.534 min): BF131942.D\data.ms (-752) (-) m/z 43.00 100.00%
3.0
58.0
5000
85.0
P T e
1091 6.20 6.40 6.60 6.80
oH_m‘HH_m“!:H_u‘:“‘_mmHHMww_m‘_wl‘??"?” m/z 58.00  56.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000 L B R R B
85.0 6.20 6.40 6.60 6.80
m/z 69.10 35.08%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8507: 2-Hexanone, 5-methyl-
43.0
R A
6.20 6.40 6.60 6.80
5000 58.0 m/z 85.00 34.76%
0 I 27\‘.\0 \‘u M ‘ ‘\ 8]\-0 99.0 11\40
vt el T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester A
43.0 6.20 6.40 6.60 6.80
m/z 84.00 28.80%
5000 58.0
29.0 85.0 A
0 ‘wHH‘H““‘HHMMH‘HWWH“mWU‘wwmwwwwm SVIPE S | Py e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BF122422.M Mon Jan 09 06:14:43 2023

Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF1
. 06

. CG\
: N62

: 9

31942.D
Jan 2023 15:25
Ju
44-01
Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Decane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6.622 2.11 ng 38895 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1eH22 000124-18-5 72
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
3 Undecane 156 C11H24 001120-21-4 59
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
5 Decane, 2-methyl- 156 C11H24 006975-98-0 53
Abundance Scan 771 (6.622 min): BF131942.D\data.ms (-766) (-) m/z 57.00 100.00%
57.0
105.1
5000
85.1
39) ‘\\\\’\\\\‘\\\\‘\\\\’\\\
‘ ‘ ‘ ‘ ‘ 6.20 6.40 6.60 6.80 7.00
b M el mjz 43.00  93.41%
miz--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
5000
71.0 6.20 6.40 6.60 6.80 7.00
m/z 40.95 57.40%
O\\\‘zﬁ‘}b\“‘}\\‘!“\\“\\‘1‘\\9\?‘.0\\\‘\‘\\\]\-4"‘2\'(\)\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #14541: Heptane, 2,6-dimethyl-
43.0
REmanmanes e
6.20 6.40 6.60 6.80 7.00
5000 m/z 105.10 56.46%
71.0
113.0
026&)1.0“
miz--> 20 40 60 80 100 120 140 160 A A ﬂ
Abundance #33078: Undecane ML L
43.0 6.20 6.40 6.60 6.80 7.00
m/z 71.00 41.27%
5000 71.0
0 ZB‘L H‘\ \“ ‘ 9?0 . 127.0 15§0
R e  E e R e e
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80 7.00

Page: 11
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 9 1-Indolinecarboxaldehyde, 2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.551 2.58 ng 59756  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3 013303-70-3 50
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 40
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38

Abundance Scan 1269 (9.551 min): BF131942.D\data.ms (-1266) (-) m/z 193.20 100.00%

193.2
M\ T ‘ T
9.50
0! m/z 69.10 47.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67612: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methoxy
193.0
5000 — :
43.0 690 9.50
122.0 149.0
95.0 ' m/z 41.00 39.58%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidon
193.0
T \
123.0 9-50
5000 ITI/Z 55.00 35.98%
150.0
95.0
0270, 20090 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy- — ‘
193.0 9.50
83.0 109.0 m/z 123.10 35.78%
5000
55.0
135.0
NI N I 0 AR LIS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF122422.M Mon Jan 09 06:14:44 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25

Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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 10 Benzene, 1,2,3,4-tetrachloro-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.686 13.27 ng 307510  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 96
2 Benzene, 1,2,3,5-tetrachloro- 214 C6H2C14 000634-90-2 95
3 Benzene, 1,2,4,5-tetrachloro- 214 CeH2C14 000095-94-3 92
4 5-Bromo-6-fluoro-1H-benzo[d]imid... 214 C7H4BrFN2 1000494-67-9 45
5 6-Bromo-5-fluoro-1H-indazole 214 C7HABrFN2 1286734-85-7 30
Abundance Scan 1292 (9.686 min): BF131942.D\data.ms (-1289) (-) m/z 215.90 100.00%
215.9
166.9
5000
118.9
83.9 250.8 —— -
37.0 m 285.8 9.50 10.00
0! ey i e m/z 213.90 81.17%
miz--> 50 100 150 200
Abundance #92494: Benzene, 1,2,3,4-tetrachloro-
216.0
5000 —r— A
9.50 10.00
240 1080 1430 1790 m/z 166.90  54.62%
37.0 h
O“H‘ “\\“H\“”‘ HMHM\ \ ‘\“‘!\\‘\\\\
miz--> 50 150 200 250
Abundance #92497.Benzene,lﬁ;&S{eUacmoro—
216.0
— —
9.50 10.00
5000 m/z 168.90 51.47%
74.0 108.0 179.0
7o Ly LR
oL \‘ M\ \\‘ ‘w\ “h — hh‘ - o P
miz--> 50 100 150 200 250
Abundance #92503: Benzene, 1,2,4,5-tetrachloro- T e
216.0 9.50 10.00
m/z 217.90 50.48%
5000
179.0
74.0 108.0 1430 ‘
RN IO T T
m/z--> 50 100 150 200 250 9.50 10.00

8270-BF122422.M Mon Jan 09 06:14:45 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 11 unknown9.710 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.710 2.44 ng 56487  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetyl-4,4-dimethyl-cyclopent-... 152 C9H1202 081979-96-6 38
2 Bicyclo[2.2.1]heptan-2-one, 4,7,... 152 C1@H160 013854-85-8 27
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 25

4 2,3-Dimethoxytoluene

152 C9H1202

5 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202

004463-33-6 25
000700-13-0 18

55

Abundance Scan 1296 (9.710 min): BF131942.D\data.ms (-1294) (-)
0 152.0

m/z 55.05 100.00%

5000
—— —
9.50 10.00
0! m/z 69.00 87.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30247: 2-Acetyl-4,4-dimethyl-cyclopent-2-enone
43.0 69.0
152.0
5000 ‘QEO‘ iObd
109.0 . -
m/z 152.00 82.37%
0+ T \‘”\ \““1 \‘M‘H\ “\H‘\‘\ \‘\‘i T \‘\‘\ \“‘\ TT \" TT \‘\ [T T T T T[Tt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29372: Bicyclo[2.2.1]heptan-2-one, 4,7,7-trimethyl-, (1R
69.0
9.50 10.00
5000 152.0 m/z 207.10  72.14%
41.0 109.0
0&,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl- Lt i —
81.0 9.50 10.00
m/z 81.00 70.93%
55.0 152.0
5000
29.0 109.0
SIS 0 1 S S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF122422.M Mon Jan 09 06:14:46 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 12 unknown9.751 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.751 2.99 ng 69212  Acenaphthene-die 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 47
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 35
3 (1R,2S,4r)-4-((E)-prop-1-en-1-yl... 142 C8H1402 1010481-89-9 27
4 3-((2R,5S)-7-(Methylsulfonyl)-1-... 272 C12H20N203S 1465866-05-0 27
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25

Abundance Scan 1303 (9.751 min): BF131942.D\data.ms (-1301) () | m/z 193.10 100.00%
198.1

98
411 69.0
’ 97.0
5000

0,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85242: 1-Ethynylcyclododecano
.0

5000 e ——
9.50 10.00
123.0 m/z 55.05 73.48%
151.0
0 Ul 1790 207.0
- \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
55.0 95.0
—— —
9.50 10.00
5000 m/z 41.10 72.60%
123.0
27.0
0 "ﬁ‘wi“‘_““u“‘u““u‘
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22879: (1R,2S,4r)-4-((E)-prop-1-en-1-yl)cyclopentane-1 P :
55.0

83.0 109.0 :
5000
29.0
‘ 142.0
i

T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

b

8270-BF122422.M Mon Jan 09 06:14:47 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25

Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Benzene, 1,2,3,5-tetrachloro-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD
9.963 13.16 ng 304996  Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm

1 Benzene, 1,2,3,5-tetrachloro-
2 Benzene, 1,2,4,5-tetrachloro-
3 Benzene, 1,2,3,4-tetrachloro-
4 3-Bromo-4-fluoro-1H-indazole
5 7-Bromothieno[3,2-d]pyrimidine

214 Ce6H2C14
214 CeH2C14
214 C6H2C14
214 C7H4ABrFEN2
214 C6H3BrN2s

000634-90-2 96
000095-94-3 95
000634-66-2 90
885521-60-8 35
021586-25-4 30

Abundance Scan 1339 (9.963 min): BF131942.D\data.ms (-1336) (-) m/z 215.90 100.00%
215.9
5000
o
10.00
0! m/z 213.90 82.35%
mi/z--> 50 100 150 200 250
Abundance #92497: Benzene, 1,2,3,5-tetrachloro-
216.0
5000 U
10.00
080 179.0 m/z 168.90 55.80%
37.0
oL ‘\“ \‘\‘\ ‘\\H“\u ‘“h — ‘M - Hd‘ — T
mi/z--> 50 100 150 200 250
Abundance #92503: Benzene, 1,2,4,5-tetrachloro-
216.0
=
10.00
5000 m/Z 166.90 53.52%
179.0
74.0 108.0 1430 ‘
0 ‘3"7;0“ , ‘\\M‘ \“h . ‘M ‘ ‘\ ——
m/z--> 50 100 15 200 250
Abundance #92501: Benzene, 1,2,3,4-tetrachloro- =
216.0 10.00
m/z 217.90  47.57%
5000
74.0 108.0 1430 1790
oL ‘\‘ ‘W I “‘ ‘\u\ ‘Hh\ H\ \H . —— =
m/z--> 100 15 200 250 10.00

8270-BF122422.M Mon Jan 09 06:14:47 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 14 unknownl@.251 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.251 3.50 ng 81106  Acenaphthene-dile 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 49
2 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 46
3 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 46
4 Silane, dimethyldi(2,4-cyclopent... 188 C12H16Si 018053-74-2 43
5 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 43

Abundance Scan 1388 (10.251 min): BF131942.D\data.ms (-1385) (- m/z 123.10 100.00%

1238.1
5000 41.0 69.0 95.1
207.2

T
10.00 10.50

149.1173.1
o 2341 h/z 69.e0  50.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0
43.0

5000 179.0 T ——
10.00 10.50

222.0

m/z 55.00  48.66%
o 950

69. 7.0
O‘\‘\\\“‘\\\\‘\‘\‘\\H‘H\\‘\‘\“\\\\‘!\\\P-‘\‘\\‘\“‘\\\\}\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thig
1

28.0
55.0

T
10.00 10.50
5000 95.0 m/z 109.10  48.08%

‘ ‘ 222.0
b wmeme
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but —— ——
123.0 10.00 10.50
m/z 95.10 45.15%

95.0
5000
43.0
22.0

2
69¢ \‘ | 1490 1790
B S S B OIS ot A M

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

o

8270-BF122422.M Mon Jan 09 06:14:48 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 15 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.569 7.16 ng 165924  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 Ethanedione, diphenyl- 210 C14H1e02 000134-81-6 47
Abundance Scan 1442 (10.569 min): BF131942.D\data.ms (-1439) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
N T
10.50
152.0
Ol b b e o 29822350 7 77,00 68.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ‘
10.50
510 m/z 182.00  52.14%
152.0
O \H’\‘\H“H‘\\‘\H”}“\\H‘\‘\H‘HH‘H}‘\‘\H\“\\H‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
N \
77.0 10.50
5000 m/z 51.00 26.54%
51.0
152.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40879: N-Methoxy-N-methylbenzamide = ‘
105.0 10.50
m/z 50.00 8.89%
77.0
5000
51.0
o150 “ i 1340 165.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF122422.M Mon Jan 09 06:14:49 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131942.D

Acqg On : 06 Jan 2023 15:25
Operator : CG\JU

Sample : N6244-01

Misc

ALS vial : 9 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 2.358 84.2 ng 1549840 1 6.798 367979 20.0
Toluene 3.787 14.9 ng 274459 1 6.798 367979 20.0
2-Pentanone, 4-... 4.993 28.6 ng 526243 1 6.798 367979 20.0
Ethylbenzene 5.251 7.7 ng 141142 1 6.798 367979 20.0
o-Xylene 5.628 19.0 ng 350223 1 6.798 367979 20.0
4-Heptanone, 2,... 6.375 30.9 ng 567966 1 6.798 367979 20.0
2-Heptanone, 4,... 6.534 3.9 ng 70914 1 6.798 367979 20.0
Decane 6.622 2.1 ng 38895 1 6.798 367979 20.0
1-Indolinecarbo... 9.551 2.6 ng 59756 3  9.851 463458 20.0
Benzene, 1,2,3,... 9.686 13.3 ng 307510 3 9.851 463458 20.0
unknown9.710 9.710 2.4 ng 56487 3 9.851 463458 20.0
unknown9.751 9.751 3.0 ng 69212 3 9.851 463458 20.0
Benzene, 1,2,3,... 9.963 13.2 ng 304996 3  9.851 463458 20.0
unknown10.251 10.251 3.5 ng 81166 3  9.851 463458 20.0
Benzophenone 10.569 7.2 ng 165924 3 9.851 463458 20.0
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