LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 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_G\METHODS\8270-BG021021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48318.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.580 205 211 218 rBvV2 35047 54747 1.43% 0.311%
2 5.192 309 315 323 rBV 32121 54192 1.41% 0.308%
3 5.691 393 400 412 rBV 836543 1418619 36.95% 8.051%
4 7.313 666 676 693 rBV 857417 1600954 41.70%  9.086%
5 8.106 804 811 818 rBV 130207 223596 5.82% 1.269%

6 9.281 1001 1011 1023 rBV 522859 994120 25.89% 5.642%
7 10.926 1282 1291 1301 rBV 148035 309246 8.06% 1.755%
8 13.358 1697 1705 1719 rBV 1221202 2089998 54.44% 11.861%
9 14.187 1839 1846 1853 rBV2 25329 49684 1.29% 0.282%
10 14.739 1933 1940 1947 rBV 270937 462588 12.05% 2.625%

11 16.232 2187 2194 2211 rBV 1322244 2117956 55.17% 12.020%
12 17.483 2398 2407 2412 rBV 383293 642723 16.74%  3.648%
13 17.524 2412 2414 2421 rVWV 86347 123443 3.22% 0.701%
14 17.612 2423 2429 2435 rVB 20102 44951 1.17% ©.255%
15 18.123 2512 2516 2522 rVB2 43903 56705 1.48% ©.322%
16 19.105 2677 2683 2689 rBV 69117 110186 2.87% 0.625%
17 19.257 2704 2709 2711 rBV 135051 178007 4.64% 1.010%
18 19.287 2711 2714 2723 rVB3 152579 228408 5.95% 1.296%
19 19.416 2730 2736 2741 rBV2 34104 50751 1.32% 0.288%
20 19.534 2749 2756 2763 rVB 164738 245199 6.39%  1.392%
21 19.892 2813 2817 2824 rVB 134333 198135 5.16% 1.124%
22 20.086 2843 2850 2857 rBV 2896603 3839043 100.00% 21.787%
23 21.343 3057 3064 3066 rBV3 60185 121870 3.17% 0.692%
24 21.408 3071 3075 3081 rVWVW 82805 167579 4.37% ©.951%
25 21.472 3081 3086 3093 rVB 202190 308601 8.04% 1.751%
26 21.766 3127 3136 3141 rBV2 455827 887432 23.12% 5.036%
27 21.813 3141 3144 3149 rVB 66622 102309 2.66% ©.581%
28 24.011 3513 3518 3522 rBV2 33146 82195 2.14%  ©.466%
29 24.898 3664 3669 3675 rVB 42906 89134  2.32% 0.506%
30 25.062 3685 3697 3708 rBV 248709 768428 20.02% 4.361%

Sum of corrected areas: 17620799
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048318.D\data.ms
2500000
2000000
1500000

1000000 7313

500000 9.281

_ 10.926
4580 5192 8.100

0\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\[1\\\“\WT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
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Abundance TIC: BG048318.D\data.ms

20.086

2500000
2000000
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14.739 5379 89 21.472
wisr | e WMPIEERT e
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Abundance TIC: BG048318.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.580 4.90 ng 54747 1,4-Dichlorobenzene-d4 8.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80

Abundance Scan 211 (4.580 min): BG048318.D\data.ms (-205) (-) m/z 55.10 100.00%

55.1
5000
e
‘ 4.20 4.40 4.60 4.80 5.00
218 4420 8300 84.37%
mlz--> 50 100 150 200 250 300 350 400
Abundance #3242: 3-Penten-2-one, 4-methyl-
55.0
5000 L L B B I BN B
4.20 4.40 4.60 4.80 5.00
\ m/z 43.10  34.84%
\\‘\‘1“”“\‘\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #3363: 2-Pentene, 2,4-dimethyl-
55.0
4.20 4.40 4.60 4.80 5.00
5000 m/z 98.10 27.90%
J“\,
miz--> 50 100 150 200 250 300 350 400
Abundance #3399: 2-Pentene, 4,4-dimethyl-, (E)- T
55.0 4.20 4.40 4.60 4.80 5.00
m/z 39.10 24.66%
5000
\‘H , I
m/z--> 50 100 150 200 250 300 350 400 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.192 4.85 ng 54192 1,4-Dichlorobenzene-d4 8.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Heptadecanol 256 C17H360 084534-30-5 23
3 Allyl dithioacetate 132 C5H8S2 027249-83-8 17
4 Butane 58 C4H10 000106-97-8 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 315 (5.192 min): BG048318.D\data.ms (-309) (-)
1

43
5000
101.0
(N ‘ 155.3 234.9 283.1 377.
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
miz-> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
‘ 10‘1.0
1T

\\\\[\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\

miz—> 0 50 100 150 200 250 300 350

Abundance #107658: 3-Heptadecano
59.0
5000
11 WY
U Y FNUNE -
m/z--> 0 50 100 150 200 250 300 350
Abundance #14251: Allyl dithioacetate
59.0
5000
117.0

m/z 43.10 100.00%

4.80 5.00 5.20 5.40 5.60
m/z 59.10 66.72%

AL A R

4.80 5.00 5.20 5.40 5.60
m/z 101.00 21.34%

4.80 5.00 5.20 5.40 5.60
m/z 58.10 13.85%

4.80 5.00 5.20 5.40 5.60
m/z 42.10 11.23%

|

m/z--> 0 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.105 3.43 ng 110186  Phenanthrene-die 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 64
2 4-Methylnonanoic acid 172 C10H2002 045019-28-1 33
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32
4 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 25
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 16

Abundance Scan 2683 (19.105 min): BG048318.D\data.ms (-2677) (- m/z 57.05 100.00%
57.0

> T ’/\M//\MW\
‘ 19.00 19.50
169.1 . .
T ‘\“ “‘\ ‘L‘ \”\‘h‘ “‘:!.3‘3‘.0“ T ‘\ T ‘\2(’)6\]\- T \2\8\1.\1‘ \3\26\‘ m/Z 97.05 48.06%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 AL YA
19.00 19.50
113.0 m/z 55.10 38.71%
L ‘h T “\‘ \‘h‘\ “‘ \““ T T ‘1\6§.(\) T ’ L ’ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #39489: 4-Methylnonanoic acid
57.0
e =
19.00 19.50
5000 ITI/Z 113.10 38.36%
113.0
109 Wl asso
miz--> 50 100 150 200 250 300
Abundance #54934: Octane, 2-bromo- R L R S
57.0 19.00 19.50
m/z 83.10 23.32%
5000
113.0
8O L. 1490 1920
e L R i S e T = —0
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9,12-Octadecadienal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.257 5.54 ng 178007  Phenanthrene-die 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-0Octadecadienal 264 C18H320 026537-70-2 96
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 95
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 95
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 93
Abundance Scan 2709 (19.257 min): BG048318.D\data.ms (-2704) (- m/z 67.10 100.00%
67.1
09.1 ot Mot
w 1491 2061 2631 - 19.00 19.50
b bbb dy 395 7 81,10 80.98%
m/z--> 50 100 150 200 250 300 350
Abundance #114268: 9,12-Octadecadiena
41.0
5000 e Pty
19.00 19.50
m/z 55.05 80.55%
\‘\‘ “““ \\\\\\\\‘\\\\‘26\4\.0\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #139727: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
T —
19.00 19.50
5000 ITI/Z 41.05 65.77%
09.0
‘ 294.0
AMERY 00 |
m/fz--> 50 100 150 200 250 300 350
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- e —
67.0 19.00 19.50
m/z 95.05 52.38%
5000
09.0
L0 20 e Pl
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.287 7.11 ng 228408  Phenanthrene-die 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 87
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87

Abundance Scan 2714 (19.287 min): BG048318.D\data.ms (-2711) (- m/z 55.10 100.00%

55.1
5000
T —
‘ H 19.00 19.50
Lk m/z 41.10 71.82%
m/z--> 5 100 150 200 250 300 350 400
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
55.0
5000 T —
264.0 19.00 19.50
11.0 ' m/z 43.10 65.42%
M 180.0
T \ i ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
— —
19.00 19.50
5000 m/z 69.10 61.04%
264.0
00 | |
““ L“‘\“ hh\ w‘\ ‘“M Nu l“m Jh e ‘\ T 1“‘\ , “‘ — ‘ R S RREEREREE
m/z--> 50 100 150 200 250 300 350 400
Abundance #141292: 13-Octadecenoic acid, methyl ester T —
55.0 19.00 19.50
m/z 74.05 50.35%
5000
\ 264.0
180.0
B 1 o N
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknown21l.343 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.343 2.75 ng 121870 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxazolidine-4-carboxylic aci... 291 C16H21NO4 1000196-90-4 47
2 Benzamide, N-acetyl- 163 C9HONO2 001575-95-7 42
3 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 42
4 Ethanone, 2-(2-methylpropoxy)-1,... 268 C18H2002 022499-12-3 36

5 3-Benzoyl-5-(9'-methylidenanthra... 425 C25H15N02S2 299929-16-1 32

Abundance Scan 3064 (21.343 min): BG048318.D\data.ms (-3057) (- m/z 104.95 100.00%

105.0
5000 163.0
234.0

51.0 ro50 3570 21.00 2150
b 5920 3070 42800 163,00 39.26%

miz--> 50 100 150 200 250 300 350 400
Abundance #136918: 1,3-Oxazolidine-4-carboxylic acid, 3-benzoyl-2-
105.0

5000
234.0 21. 00 21 50
' m/z 77.10 36.84%

\‘\5\‘]‘7.‘\0\\f‘\\\\]-’6\‘1\.q\‘\\\‘\‘\\2\9\]-‘.(\)\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33139: Benzamide, N-acetyl-
105.0

21. 00 21 50
5000 m/z 234.00 22.17%
163.0
43.0
H*H*Hw**‘\*“w*‘*H\*H*\HH\HH\HH\HH
m/z--> 100 150 200 250 300 350 400
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0 21.00 21.50

m/z 106.00 9.78%

5000
163.0
51.0
‘ ‘ L 254 0 A Y vyl
ot R

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BGO48318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown21.408 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.408 3.78 ng 167579 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Benzoylamino-2,2-dichloro-eth... 353 C13H18C12NO4P 1000278-05-7 47
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 47
3 N-(4-0x0-4H-chromen-3-yl)benzamide 265 C16H11NO3 1000243-49-5 46
4 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 46
5 4,5-Bis(benzoylthio)-1,2-dithiol... 406 C17H1002S5 082504-65-2 43

Abundance Scan 3075 (21.408 min): BG048318.D\data.ms (-3071) (-  m/z 105.10 100.00%

105.1
163.1
5000

51.0 2151 2150
b b 2150 2681 897.0 4180 ) 163,10 63.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #185607: (1-Benzoylamino-2,2-dichloro-ethyl)-phosphoni
105.0
5000
2150

m/z 77.10  39.41%

51.0 164.0 282.0
T \ “ \‘\H\h\ ‘ =T \‘\ ‘ \‘\ T ‘2\3? 9‘ T } \‘\ ‘ \‘\ \:3\5‘3\.0\\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #32814: Benzamide, N-propyl-
105.0

2150
5000 ITI/Z 51.05 9.39%
163.0
5*0 ‘
| L | I
R T L B T S S S S N S S
miz--> 50 100 150 200 250 300 350 400
Abundance #114765: N-(4-Oxo0-4H-chromen-3-yl)benzamide ray
105.0 2150

m/z 105.95 8.42%

5000
265.0
30 185.0 A .
S

m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BG@48318.D

Acqg On 3 Mar 2021 18:18

Operator : CG/JU

Sample : M1537-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

arch Compound Report

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown21.473

R.T. EstConc Area
21.473 6.95 ng 308601
Hit# of 5 Tentative ID

Conce

ntration Rank 2

Relative to ISTD R.T.

Chrysene-d12

1 4'-Nitrobenzanilide

2 2-Benzoyloxyacetophenone

3 Benzeneacetic acid, .alpha.-oxo-...
4 N-[1-(3-Benzoyl-4-methyl-5-oxo0-o0...
5 Benzoyl bromide

350
184

C13H10N203
C15H1203
C10H1003
C20H18N204
C7H5BroO

Abundance Scan 3086 (21.472 min): BG048318.D\data.ms (-3081) (-

003393-96-2 49
004010-33-7 47
001603-79-8 47
1000296-93-4 47
000618-32-6 47

m/z 105.00 100.00%

105.0
149.0
5000
—T
51.0 2340 21.50
obb || 1890 2340 2810 3409 [, 149,00 72.65%
miz--> 50 100 150 200 250 300 350
Abundance #95375: 4'-Nitrobenzanilide
105.0
5000 LN
21.50
m/z 77.05 53.62%
51.0 242.0
| I 156.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #93999: 2-Benzoyloxyacetophenone
105.0
T
21.50
5000 ITI/Z 51.05 12.04%
51.0
L] | 141.0 196.0 240.0
7
mlz--> 50 100 150 200 250 300 350
Abundance #43625: Benzeneacetic acid, .alpha.-oxo-, ethyl ester oy e b
105.0 21.50
m/z 106.00 7.76%
5000
51.0
1500 ol
m/z--> 50 100 150 200 250 300 350 21.50

8270-BG021021.M Thu Mar 04 ©5:39:58 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30321\
Data File : BG048318.D

Acqg On : 3 Mar 2021 18:18
Operator : CG/JU

Sample : M1537-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.580 4.9 ng 54747 1 8.106 223596 20.0
2-Pentanone, 4-... 5.192 4.8 ng 54192 1 8.106 223596 20.0
2,4,4,6,6,8,8-H... 19.105 3.4 ng 110186 4 17.483 642723 20.0
9,12-Octadecadi... 19.257 5.5 ng 178007 4 17.483 642723 20.0
11-Octadecenoic... 19.287 7.1 ng 228408 4 17.483 642723 20.0
unknown21.343 21.343 2.8 ng 121870 5 21.766 887432 20.0
unknown21.408 21.408 3.8 ng 167579 5 21.766 887432 20.0
unknown21.473 21.473 7.9 ng 308601 5 21.766 887432 20.0
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