LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133272.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 106 16 21 rVB 48341 58715 1.05% ©.158%
2 2.511 66 72 77 rBvV 113751 155019 2.77% 0.416%
3 2.669 93 99 108 rBV 314408 470150 8.40% 1.263%
4 4,352 377 385 390 rBV2 100679 151818 2.71% 0.408%
5 4.428 394 398 403 rVB 143659 159104 2.84% 0.427%
6 4.904 475 479 488 rVB 343573 388506 6.94% 1.044%
7 5.275 539 542 544 rBV 92110 115293 2.06% 0.310%
8 5.357 549 556 559 rVB 1558378 2606255 46.54% 7.001%
9 5.469 571 575 579 rBvV 525217 421906 7.53% 1.133%
10 6.363 724 727 737 rVB 1633433 1470156 26.25% 3.949%
11 6.722 785 788 792 rBV 1275651 1047866 18.71% 2.815%
12 7.151 859 861 867 rVB 92650 91181 1.63% 0.245%
13 7.293 880 885 888 rBV 3536670 3271907 58.42% 8.789%
14 8.010 1003 1007 1012 rBV 1767058 1426928 25.48% 3.833%
15 8.375 1063 1069 1072 rBv4 42293 74744  1.33% 0.201%
16 8.545 1095 1098 1104 rBV 130441 141082 2.52% 0.379%
17 9.087 1186 1190 1193 rBV 6098868 5443875 97.21% 14.623%
18 9.757 1301 1304 1308 rVB 1897699 1557887 27.82% 4.185%
19 10.475 1422 1426 1429 rBV 217581 190004 3.39% 0.510%
20 10.551 1434 1439 1442 rBV 3631250 3466826 61.90% 9.312%
21 10.681 1457 1461 1464 rVB2 63487 93636 1.67% 0.252%
22 11.004 1512 1516 1519 rBV 560913 442531 7.90% 1.189%
23 11.110 1530 1534 1538 rBvV2 95840 109243 1.95% 0.293%
24 11.239 1553 1556 1562 rVB 1950332 1630946 29.12% 4.381%
25 11.416 1581 1586 1591 rVB 149888 161756 2.89% 0.435%
26 11.781 1644 1648 1657 rBvV2 1187959 1229958 21.96% 3.304%
27 12.563 1777 1781 1794 rBV 467087 515455 9.20% 1.385%
28 12.669 1797 1799 1803 rVB2 90160 80452 1.44%  0.216%
29 12.751 1810 1813 1819 rVB 71068 68424 1.22% 0.184%
30 12.833 1822 1827 1830 rBV 5287526 5600337 100.00% 15.043%

31 13.210 1888 1891 1895 rVB 98737 89251 1.59%
32 13.739 1977 1981 1991 rBV2 188659 344638 6.15%
33 13.874 2000 2004 2007 rBV 1490863 1350357 24.11%

ONWOeOO
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34 13.974 2015 2021 2029 rBV 900059 976773 17.44% 624%
35 14.357 2083 2086 2095 rBV3 41482 58255 1.04% 156%
36 14.510 2109 2112 2116 rBV 70316 61466 1.10% 0.165%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.721 2145 2148 2157 rVB3 51046 86544  1.55% 0.232%
38 14.974 2188 2191 2195 rVB 59610 62455 1.12% ©0.168%
39 15.292 2240 2245 2250 rBV 925119 1070678 19.12% 2.876%
40 15.333 2250 2252 2258 rVB2 51085 64305 1.15% ©0.173%
41 15.739 2318 2321 2328 rVB2 44558 59744 1.07% 0.160%

42 15.968 2354 2360 2370 rBV1e 78553 231655 4.14% 0.622%
43 16.139 2384 2389 2396 rBV10 61211 129739 2.32% 0.349%

Sum of corrected areas: 37227820
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133272.D\data.ms
6000000

5000000

4000000
7.293

3000000

2000000 5357 6.363

6.722
1000000

5.469
. 4.904
D181 2.51?1 669 4.35128 5.2 7.151 t

\\A‘\\\\‘\\/\\YT\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\/}T/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF133272.D\data.ms

6000000 9.087

o

12.833
5000000

4000000 10.551

3000000

11.239

2000000 8.010 9.757
11.781
1000000
11.004 12'@
10.4 11.416
8.378.545 681 1.11 21 13.210
53782 LQSO ‘

ob——— = =
Time--> 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF133272.D\data.ms
6000000

5000000

4000000

3000000

2000000

1000000 3.974 15.292

14.3575104.72114.974 15333 15.7395.968.139

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\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Methane, bromodichloro- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
2.511 2.96 ng 155019 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, bromodichloro- 162 CHBrCl2 000075-27-4 97
2 Trichloromethane 118 CHC13 000067-66-3 86
3 Methane, oxybis[dichloro- 182 C2H2Cl140 020524-86-1 72

4 Ethane, 2,2-dichloro-1,1,1-trifl... 152 C2HCI12F3
5 Ethane, 1,1,2-trichloro-2-fluoro- 150 C2H2C13F

000306-83-2 72
000359-28-4 59

Abundance  Scan 72 (2.511 min): BF133272.D\data.ms (-66) (-) m/z 83.00 100.00%
83.0
5000
47.0 R A e
m 128.9 2.20 2.40 2.60 2.80
Obeerrber el W 1628 o g5 ee  65.91%
mi/z--> 20 40 60 80 100 120 140 160
Abundance #38588: Methane, bromodichloro-
83.0
5000 (L DL B R
2.20 2.40 2.60 2.80
47.0 m/z 46.95 20.09%
129.0
0 13‘0 | HH‘ " H\ 163.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10224: Trichloromethane
83.0
2.20 2.40 2.60 2.80
5000 ITI/Z 48.00 17 .64%
47.0
| h\ H‘ 118.0
ottt
m/z--> 20 40 60 80 100 120 140 160
Abundance #57041: Methane, oxybis[dichloro- . ‘H“““W‘@“$\H0‘
83.0 2.20 2.40 2.60 2.80
m/z 87.00 11.75%
5000
47.0
) PSS P N—— “m_m_m_m_” S
m/z--> 20 40 60 80 100 120 140 160 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown2.669 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.669 8.97 ng 470150 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, chlorodifluoro- 111 C2C1F2N 000421-05-6 9
2 4,4'-Diisothiocyanatostilbene-2,... 454 C16H10ON206S4 053005-05-3 9
3 Hexane, 1-chloro- 120 C6H13C1 000544-10-5 9
4 Carbon disulfide 76 CS2 000075-15-0 4
5 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 4
Abundance  Scan 99 (2.669 min): BF133272.D\data.ms (-93) (-) m/z 91.00 100.00%
91.0
5000
41'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
M 2.40 2.60 2.80 3.00
o——lt m/z 76.00  66.80%
miz--> 50 100 150 200 250 300 350
Abundance #6812: Acetonitrile, chlorodifluoro-
76.0
5000 \\\‘\\\\‘\\\\‘/\\\\\‘\\\\
2.40 2.60 2.80 3.00
m/z 56.10 34.10%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #326736: 4,4'-Diisothiocyanatostilbene-2,2'-disulfonic aci
76.0
TP T e e e
2.40 2.60 2.80 3.00
5000 m/z 93.00 32.53%
0 “ | 1430 191.0  260.0 354.
e e e T 1 L I e e T
m/z--> 50 100 150 200 250 300 350
Abundance #10595: Hexane, 1-chloro- A
91.0 2.40 2.60 2.80 3.00
m/z 41.00 23.80%
43.
5000
m/z--> 50 100 150 200 250 300 350 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Methane, dibromochloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.352 2.90 ng 151818 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, dibromochloro- 206 CHBr2Cl 000124-48-1 98
2 Chlorodibromoacetic acid 250 C2HBr2C102 005278-95-5 91
3 Bromochloronitromethane 173 CHBrC1NO2 135531-25-8 72
4 Methane, dibromodifluoro- 208 CBr2Fr2 000075-61-6 16
5 3-Methyl-1-nitropyrazole 127 C4H5N302 031163-84-5 12
Abundance Scan 385 (4.352 min): BF133272.D\data.ms (-377) (-) m/z 128.90 100.00%
128.9
5000
480 809 T
H H | 159.8 207.9 4.00 4.20 4.40 4.60
O e e B e m/z 126.90  75.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83363: Methane, dibromochloro-
129.0
5000 LI L LA L LN B R
4.00 4.20 4.40 4.60
480 790 m/z 130.90  27.36%
0 13.0 , ‘H H M\ I 16‘0'0‘ 20?.0
\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #136151: Chlorodibromoacetic acid
129.0
R Rl
4.00 4.20 4.40 4.60
5000 m/z 48.00 15.70%
48.0
b
Ol ettt e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48745: Bromochloronitromethane “H“‘H“?H“_%“A
129.0 4.00 4.20 4.40 4.60
m/z 80.90 14.30%
5000
480 g1.0
o Y AN |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 1,1-Dimethyl-3-chloropropanol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.428 3.04 ng 159104 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 83
2 3-Pentanol 88 C5H120 000584-02-1 42
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 40
4 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 40
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 38
Abundance Scan 398 (4.428 min): BF133272.D\data.ms (-394) (-) m/z 59.10 100.00%
59.1
5000 43.0
e
710 107.0 4.20 4.40 4.60 4.80
Obrrrrrrrrprere bbb i b 882 L m/z 43.e5  49.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11113: 1,1-Dimethyl-3-chloropropanol
59.0
43.0
5000 L B I L LI LR B
4.20 4.40 4.60 4.80
31.0 107.0 m/z 41.85  19.29%
0 \\\‘\\\\‘\\\‘\“‘\\\\“‘}P\\‘\‘\‘\{i\\\?ﬂ‘.\.(\)\\‘\\\\‘9\\5\.\0‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2348: 3-Pentano
59.0
R RARNNEa NS
4.20 4.40 4.60 4.80
5000 31.0 m/z 107.00 14 .48%
ol 180 ) ﬁ?"o 70 870
R L e T A& RRRas oS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl- S ARARMEE R
59.0 4.20 4.40 4.60 4.80
m/z 71.00 7.67%
5000 43.0
31.0
15.0 ‘
0 H“HMW“Muu‘ﬂuﬁm“u‘p“w??Q‘H§%9H‘M“W‘H‘ S S W, S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.904 7.42 ng 388506 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 479 (4.904 min): BF133272.D\data.ms (-475) (-) m/z 42.95 100.00%

43.0
5000 591
1011 AH‘HH‘\\H’HH‘\{:\\”‘
4.60 4.80 5.00 5.20
\‘\ \‘ 83.0 ‘ 9
-t m/z 59.10 51.13%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 17.71%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R EEmaREEE
4.60 4.80 5.00 5.20
5000 410 m/z 58.00 15.31%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime A R mRmENETE
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.50%
5000
101.0
ol 130 600 840
e RN A BRARRES:
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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

m/z--> 10 20 30 40 50 60 70 80 90 100 0520540560

Peak Number 6 N,N-Dimethylacetamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.275 2.20 ng 115293 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 91
2 Guanidine, N,N-dimethyl- 87 C3HOSN3 006145-42-2 64
3 1,3-Dioxolane, 4-methyl- 88 C4H802 001072-47-5 59
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 25
5 Oxazolidin-2-one 87 C3H5N02 000497-25-6 9
Abundance Scan 542 (5.275 min): BF133272.D\data.ms (-539) (-) m/z 44.05 100.00%
44.0
87.1
5000
721 ‘ﬁ/\\\bwowu’uu‘uu‘uu
56.0 5 5.20 5.40 5.60 .
ottt m/z 87.10 56.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2114: N,N-Dimethylacetamide
44.0 87.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
5.00 5.20 5.40 5.60
72.0 m/z 43.08 49.33%
Lo
0\\\‘\\\\‘\\\\‘\\\\i\\\’\\}i‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2086: Guanidine, N,N-dimethyl-
44.0
R AARENEEEEN T
5.00 5.20 5.40 5.60
5000 87.0 m/z 42.10 27.95%
72.0
15.0 30 0 58.0 ‘
0 \H‘H‘\w‘\\\\‘\\\\‘\ ‘H,‘m!“mH“Hu,mmuw
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2308: 1,3-Dioxolane, 4-methyl-
44.0 5.00 5.20 5.40 5.60
m/z 45.10 21.95%
5000 29.0 58.0 87.0
15.0 M 73.0
0 ‘ | | ‘ ‘ |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 7 2-Methyl-3-bromo-2-butanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.469 8.05 ng 421906  1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-bromo-2-butanol 166 C5H11Bro 002588-77-4 64
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 64
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 53
4 4-Methyl-2-pentanol, methyl ether 116 C7H160 1000333-93-5 39
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 39

Abundance Scan 575 (5.469 min): BF133272.D\data.ms (-571) (-) m/z 59.10 100.00%

59.1
5000
15.20 5.40 5.60 5.80
153.0 : : : :
87.1
b Sl f A 1089 2970 m/z 43.e5  42.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41686: 2-Methyl-3-bromo-2-butanol
59.0
5000 LU L R B B B

5.20 5.40 5.60 5.80
m/z 41.05 19.55%

151.0
0\\\\‘\\\\“\‘\\“1“}\\“\\‘8\7‘\.(\)\]‘-99.9‘\\\\‘\\H\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
PR e e
5.20 5.40 5.60 5.80
5000 ITI/Z 69.10 8.36%
31.0
89.0
RS PR s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #990: 2-Propanol, 2-methyl- et e
59.0 5.20 5.40 5.60 5.80
m/z 153.00 7.02%
5000
31.0
0 e TR S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80

8270-BF042123.M Mon May 08 12:07:12 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.475 2.44 ng 190004  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 52
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 52
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 50
Abundance Scan 1426 (10.475 min): BF133272.D\data.ms (-1422) (-} ' m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—re
10.50
152.1 c
Ol prebyrre e e e e 220 m/z 77.@5  65.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
10 50
51.0 m/z 182.05  54.83%
0 2?.0 L | 152.0 |
\\\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
i
10.50
5000 77.0 m/z 51.00 26.31%
51.0
0l15.0 | | 136.0 164.0
AR e A BRARRER ST maa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 10 50
m/z 50.00 9.08%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Dimethazone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.004 5.43 ng 442531  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethazone 239 C12H14CINO2 081777-89-1 76
2 1-(3-Chlorobenzyl)-1H-1,2,4-tria... 208 C9HI9CIN4 832739-72-7 52
3 Benzonitrile, 3-(2-chlorobenzylt... 455 C18H12C1F6N0O2S 1000264-70-7 50
4 2-[(4-Chlorobenzyl)amino]-2-meth... 213 C11H16C1NO 022563-91-3 50
5 Succinic acid, 2,3-dichloropheny... 386 C17H13C1304 1000389-68-1 50
Abundance Scan 1516 (11.004 min): BF133272.D\data.ms (-1512) (- m/z 125.00 100.00%
125.0
204.1
5000
T \
41.1 11.00
obedpeacber e Mz 204,10 68.90%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #121907: Dimethazone
125.0 204.0
5000 - :
11.00
m/z 127.00 32.80%
7.
0 \\\l“‘”\“\”\“‘“\‘H““M\H\‘HH‘\H\‘HH’HH’HH’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #85877: 1-(3-Chlorobenzyl)-1H-1,2,4-triazol-3-ylamine
125.0
T 7 \
11.00
5000 m/z 89.10 10.09%
208.0
63.0
PO VR Y
m/iz--> 50 100 150 200 250 300 350 400 450 ﬂ
Abundance #327323: Benzonitrile, 3-(2-chlorobenzylthio)-2,6-bis(2,2, Pl oy ‘
125.0 11.00
m/z 41.10 10.07%
5000
40.0
0 L1 188.0 260.0 330.0 455.
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 10 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.781 15.08 ng 1229960  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 1648 (11.781 min): BF133272.D\data.ms (-1644) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1
205.2 e s
‘ ‘ M1?11 1571 “ 256.3 11.50 12.00
obree L Ml bbb b Lo U Tz 73,00 96.37%
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 LN RN
11.50 12.00
151018502130 256.0 m/z 60.00 86.72%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 11.50 12.00
5000 129.0 m/Z 41.05 76.13%
171.0
‘ 214.0
AN ol A Y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid 5 T
43.0 73.0 11.50 12.00
m/z 57.05 74.37%
5000
129.0 242.0
199.0
| O
o 10 T N NP B WO LSS
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.563 7.63 ng 515455  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1781 (12.563 min): BF133272.D\data.ms (-1777) (-} | m/z 43.85 100.00%
43.0 73.0

5000 129.0
185.2 —— :
| ‘ | ‘ 24‘1'3 284 12.50
ob—lL, il H”ﬂ‘ g SR A L m/z 72.95  90.15%
50

-

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 R T
12.50
‘ 185.0 Jaro 284 m/z 60.00 82.41%
ok ‘\“ H’ M\ \‘H““u”‘\‘ ‘1‘”“\‘“1 i - L - ‘L - ““
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
= T
12.50
5000 256.0 m/z 57.10 80.27%
129.0
213.0
L, 2
0— “‘ M’ H!‘ ‘H‘H‘ uh“‘ 1‘”“\”1 oy “ “ “‘m‘ b \‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.50
m/z 55.05 69.65%
5000 129.0
‘ 199.0 2420
ol w’ il “HM\‘H uh\‘\‘ M‘u; “‘ ‘1‘61‘-9“ L‘ N ““ R M
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.739 5.10 ng 344638 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 1981 (13.739 min): BF133272.D\data.ms (-1977) (- m/z 57.10 100.00%
7.1

5
5000

—— —
13.50 14.00

L 2 207.1

ol M 280 e m/Z 43.10 90.11%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —

13.50 14.00

m/z 55.00  79.05%

okl FF,O 2520 " 3690 648
‘\H\‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #215083: 1-Heneicosano

55.0

5000 m/z 83.10 69.34%

5.0
0 \h\\ ‘whn ].'9602660
T e T T T T T T T T T T T T
m/z--> 0 50 100150200 250300 350400450500 550600 650

Abundance  #330472: Heptafluorobutyric acid, n-octadecy! ester —
57.0 13.50 14.00
m/z 97.10  68.45%

169.0
‘ l ]‘ i “ 252.0 448.0

ot L A S e
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 13 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.975 14.47 ng 976773  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 17
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 9
Abundance Scan 2021 (13.974 min): BF133272.D\data.ms (-2015) (-] | m/z 277.10 100.00%
277.1
5000 ﬂ\
77.0 199.1 ]
q ‘ 115 0152-1 ‘ H ‘ 14.00
0399 | 150 | || 2380 | 3%5. ;57816  33.09%
m/z--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —
152.0 14.00
m/z 199.05 21.17%
‘ 95.0
0 ‘\‘ \‘ “ l\\‘m‘m“ ‘L‘\L‘\‘Muh‘\\“ ‘\“\‘ }h‘\“ }\ e “ e Eamanaa
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
=
14.00
5000 m/z 77.05 21.16%
.0 183.0
0 39. - ‘J‘.Z“ﬁo \‘“‘ L ‘\‘ H\ 228.0 |
R e e e e ae
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h =
277. 14.00
m/z 201.05 19.65%
5000
77.0 183.0
.
o SRR KA ¥ N I VAN ENS— L
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF042123.M Mon May 08 12:07:17 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Cholestan-3-0l, (3.beta.,5.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.969 4.33 ng 231655 Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 95
2 Cholestan-3-o0l 388 C27H480 027409-41-2 52
3 Cholestanol 388 C27H480 000080-97-7 49
4 Thiazolidine-5-carboxylic acid, ... 287 C10H10BrNO2S  1000267-68-3 25
5 Cyclodeca[b]furan-2(3H)-one, 3a,... 234 C15H2202 002225-79-8 15
Abundance Scan 2360 (15.968 min): BF133272.D\data.ms (-2354) (- m/z 43.05 100.00%
43.0
215.2
5.1
5000 149.1
373.4 —
M 262.3 316.4 ‘ ‘ 16.00
oL, Pl I L LT njz 21520 8e.23%
miz--> 50 100 150 200 250 300 350
Abundance #294353: Cholestan-3-ol, (3.beta.,5.beta.)-
43.0 215.0
95.0
149.0
5000 373.0
16.00
m/z 81.00 77 .09%
‘ H 257.0 331.0
oL \‘V \\“‘\1‘\
miz--> 50 100 150 200 250 300 350
Abundance #294347: Cholestan-3-ol
43.0
——
16.00
5000 m/z 57.05 68.66%
5.0
‘ F ‘ 165.0 2150 388.(
o) m— ‘\ “\U \H‘ “H“\h‘\ \;‘\h “Mh‘\‘d‘ 4 “M — “H\‘ ‘“\‘2\‘6“2‘0‘ - ‘3‘3‘1‘0‘ . ‘\‘ ‘
m/z--> 50 100 150 200 250 300 350
Abundance #294339: Cholestanol T
43.0 16.00
m/z 95.10 64.83%
388.(
5000
o] - \“H‘; ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 26-Nor-5-cholesten-3.beta.-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.139 2.42 ng 129739  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 86
2 Cholesterol 386 C27H460 000057-88-5 64
3 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 38
4 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 35
5 Cholestan-2-one 386 C27H460 1010210-43-4 35

Abundance Scan 2389 (16.139 min): BF133272.D\data.ms (-2384) (- m/z 43.05 100.00%

43.0
93.0 231.2 MM
161.1
5000
\‘H ‘ I .
1

T T
16.00 16.50

ob LY m/z 57.10 91.69%

m/z--> 50 00 150 200 250 300 350
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0

5000 — e
16.00 16.50

105.0 m/z 55.05 82.09%

‘H 1450 2130 759 386.(
oL “M\J JL I “m‘\h\ Vi Ly 143280 4 1 J\MMWN
m/z--> 50 100 150 200 250 300 350
Abundance #292876: Cholesterol

43.0

107.0

T T
275.0 16.00 16.50
5000 59.0 213.0 386.( m/z 93.05 63.73%
\
ol \“‘ J “ il
m/z--> 50 100 150 200 250 300 350

Abundance #80531: Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimeth P ——

81.0 161.0 16.00 16.50
41.0 m/z 107.00 63.16%
121.0 204.0
5000
0! —— ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133272.D

Acqg On : 05 May 2023 19:48
Operator : CG\JU

Sample : 02618-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Methane, bromod... 2.511 3.0 ng 155019 1 6.722 1047870 20.0
unknown2.669 2.669 9.0 ng 470150 1 6.722 1047870 20.0
Methane, dibrom... 4.352 2.9 ng 151818 1 6.722 1047870 20.0
1,1-Dimethyl-3-... 4.428 3.0 ng 159104 1 6.722 1047870 20.0
2-Pentanone, 4-... 4.904 7.4 ng 388506 1 6.722 1047870 20.0
N,N-Dimethylace... 5.275 2.2 ng 115293 1 6.722 1047870 20.0
2-Methyl-3-brom... 5.469 8.1 ng 421906 1 6.722 1047870 20.0
Benzophenone 10.475 2.4 ng 190004 3 9.757 1557890 20.0
Dimethazone 11.004 5.4 ng 442531 4 11.239 1630950 20.0
n-Hexadecanoic ... 11.781 15.1 ng 1229960 4 11.239 1630950 20.0
Octadecanoic acid 12.563 7.6 ng 515455 5 13.874 1350360 20.0
Pentadecafluoro... 13.739 5.1 ng 344638 5 13.874 1350360 20.0
Triphenylphosph... 13.975 14.5 ng 976773 5 13.874 1350360 20.0
Cholestan-3-0l,... 15.969 4.3 ng 231655 6 15.292 1070680 20.0
26-Nor-5-choles... 16.139 2.4 ng 129739 6 15.292 1070680 20.0
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