LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29 Instrument :

Operator : JU/CG BNA_F

Sample : M2632-01 ClientSampleld :

Misc : PRODUCTO01-IW-PS-D1BR

ALS vial : 4 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124186.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.610 252 259 265 rBV 162320 249519 10.75% 1.452%
2 4.016 324 328 333 rBV 36310 49285 2.12% 0.287%
3 4.493 400 409 412 rBV 1615244 2321198 100.00% 13.512%
4 A.745 447 452 466 rBV 1206114 1677742 72.28%  9.766%
5 4.981 488 492 495 rBV2 42739 51940 2.24% 0.302%
6 5.504 577 581 589 rVB 1018808 917914 39.54%  5.343%
7 6.192 694 698 701 rBV 79375 63749 2.75% 0.371%
8 6.463 741 744 745 rBV 124107 92649 3.99% 0.539%
9 6.486 745 748 759 rVV 1469070 2170225 93.50% 12.633%
106 6.863 808 812 817 rVB 316528 282613 12.18%  1.645%
11  7.428 899 908 911 rBV 1017834 1012422 43.62% 5.893%
12 7.575 929 933 937 rBv4 31668 41192 1.77% 0.240%
13 7.622 937 941 949 rBvV 392678 637255 27.45% 3.710%
14 7.886 982 986 989 rBv4 20547 23672 1.02% 0.138%
15 7.992 994 1004 1006 rBV 572735 855827 36.87% 4.982%
16 8.145 1023 1030 1035 rBV 340087 317225 13.67% 1.847%
17 8.663 1114 1118 1123 rBV2 275335 260492 11.22% 1.516%
18 8.716 1126 1127 1133 rVB5 19092 26970 1.16% 0.157%
19 8.780 1133 1138 1140 rBV 68131 74761 3.22% 0.435%
20 8.910 1157 1160 1162 rBV 83695 69190 2.98% 0.403%
21 8.945 1162 1166 1169 rVB 352743 347996 14.99%  2.026%
22 9.222 1207 1213 1216 rBV 2196607 1878145 80.91% 10.933%
23 9.586 1272 1275 1277 rBV 57869 59435 2.56% 0.346%
24  9.898 1325 1328 1331 rVB2 71644 64045 2.76% ©.373%
25 10.398 1410 1413 1416 rVB 26977 24328 1.05% 0.142%
26 10.692 1456 1463 1466 rBV 1646355 1424495 61.37% 8.292%
27 10.810 1479 1483 1489 rVB4 36318 52234  2.25% 0.304%
28 11.204 1547 1550 1555 rBV6 26875 32556 1.40% 0.190%
29 11.280 1559 1563 1570 rVB 27505 34543 1.49% 0.201%
30 11.386 1577 1581 1587 rBV3 138939 177683 7.65% 1.034%
31 11.774 1644 1647 1654 rVB3 77339 92772 4.00% 0.540%
32 11.933 1669 1674 1679 rBV9S 40176 96740 4.17% 0.563%
33 12.398 1750 1753 1757 rVB3 26888 30376 1.31% 0.177%
34 12.445 1758 1761 1764 rBV5 22100 23676 1.02% 0.138%
35 12.568 1779 1782 1787 rBV3 30849 30404 1.31% 0.177%
36 12.786 1816 1819 1822 rBV2 90326 94131 4.06% 0.548%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.845 1827 1829 1833 rVB4 17835 24641 1.06% 0.143%
38 12.974 1846 1851 1856 rBvV2 537008 618465 26.64% 3.600%
39 13.204 1887 1890 1893 rBV3 55355 53365 2.30% 0.311%
40 13.263 1898 1900 1905 rVB2 52439 46617 2.01% 0.271%
41 13.457 1930 1933 1938 rBV5S 33388 40772 1.76% 0.237%
42 13.604 1955 1958 1962 rVB2 46965 47807 2.06% 0.278%
43 13.733 1977 1980 1986 rBV5 38158 43742 1.88% 0.255%
44 13.851 1997 2000 2002 rBv4 26637 33799 1.46% 0.197%
45 13.892 2002 2007 2013 rVB3 66507 137590 5.93% 0.801%
46 14.045 2028 2033 2038 rVB6 29022 46525 2.00% 0.271%
47 14.186 2054 2057 2061 rVB3 41473 46177 1.99% 0.269%
48 14.321 2077 2080 2084 rVB3 30647 30833 1.33% 0.179%
49 14.486 2106 2108 2113 rVB5 29947 35430 1.53% 0.206%
50 14.592 2123 2126 2131 rVB4 34882 42984 1.85% 0.250%
51 14.715 2144 2147 2151 rBV5S 20239 25202 1.09% 0.147%
52 15.057 2202 2205 2209 rVB5 29631 31521 1.36% 0.183%
53 15.145 2216 2220 2224 rBV7 33497 36848 1.59% 0.214%
54 15.309 2244 2248 2251 rBv4 33332 40558 1.75% 0.236%
55 15.533 2282 2286 2290 rVB5 15985 26364 1.14% 0.153%
56 15.639 2299 2304 2312 rVB6 25771 51344 2.21% 0.299%
57 15.974 2355 2361 2364 rBV5 25868 34887 1.50% 0.203%
58 16.209 2396 2401 2405 rBV7 11516 23933 1.03% 0.139%
Sum of corrected areas: 17178803
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
BF124186.D

8 Jun 2021 18:29

JU/CG

: M2632-01

: 4 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

PRODUCTO1-IW-PS-D1BR

Abundance TIC: BF124186.D\data.ms
2000000
4.493
6.486
1500000
4.745
5.504 7.428
1000000
500000 7.622
3.610 6.
. 4.016 4.981 6.192 j/ 75
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF124186.D\data.ms
9.222
2000000
10.692
1500000
1000000
7.992 12.974
500000
8.945
8.145 8.663
11.386 6
0 9.586 9.898 11.774.933 : 13206
Jrem | osgo | om0 g fomo ekt Miss  iesobifils
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12. 13.00
Abundance TIC: BF124186.D\data.ms
2000000
1500000
1000000
500000
3.45%60647 046136324 18692715 15166745.3095 53839 15.974.6.209
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4-Penten-2-one, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.610 17.66 ng 249519 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 59
2 5-Hexen-2-one 98 C6H100 000109-49-9 49
3 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 43
4 3,5-Hexadien-2-o0l 98 C6H100 003280-51-1 9
5 2-Methyl-3-oxobutyronitrile 97 C5H7NO 004468-47-7 9
Abundance Scan 259 (3.610 min): BF124186.D\data.ms (-252) (-) m/z 43.00 100.00%
3.0
5000
e
550 83.1 98.1 3.20 3.40 3.60 3.80 4.00
o","H‘H‘w"‘sm‘uwm‘HH_W“wms"w m/z 39.00 12.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 BB B e e e e

3.20 3.40 3.60 3.80 4.00
m/z 83.10 11.13%

83.0
O\\’\\\\‘\\23\.?\\\\“‘\{\\‘\5?\.0\‘\\6\7\.0‘\\\\‘\‘\\\‘\2%'?\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3158: 5-Hexen-2-one
43.0
s REAmaaRE
3.20 3.40 3.60 3.80 4.00
5000 ITI/Z 55.00 6.88%
150 270 55.0
0 \‘. \‘\‘ “\H m‘ 71.0 83\0 98\0
R R A B T A ARRE A
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3272: Methyl 1-methylcyclopropyl ketone s REAma mRE
43.0 3.20 3.40 3.60 3.80 4.00
m/z 41.00 5.42%
5000
55.0
29.0 83.0 98.0
0",:‘Ll‘s‘fc‘)‘H“1“"H“‘M"Mm‘HH"HH““H‘M”WH “H/L‘\HH“M,HHM
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3-Hexen-2-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.492 164.27 ng 2321200 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 87
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
3 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
Abundance Scan 409 (4.492 min): BF124186.D\data.ms (-400) (-) m/z 55.10 100.00%
551 83.1
5000
43.0 08.1
e ERRsEEEs R
‘ ‘ 67.0 4.20 4.40 4.60 4.80
O vy oo el el S b m/z 83.10 85.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
55.0
43.0
5000 L B L B L AL SR
29.0 4.20 4.40 4.60 4.80
98.0 m/z 43.00 31.98%
\‘ \‘\‘\ 1 ‘ | 69.0
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\i\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0 DU DU -
4.20 4.40 4.60 4.80
5000 m/z 98.10 27.73%
29.0 98.0
‘\ | \‘\ 1 ‘ | 67.0
(O o I i s e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3352: 2-Pentene, 3,4-dimethyl- e ARRaEEES S
55.0 4.20 4.40 4.60 4.80
m/z 39.00 25.98%
83.0
27.0 98.0
15.0 ‘ 69.0
o",Hﬁ‘_‘:m"m}JH‘Mﬂl‘_‘ﬂﬁ“u“m“u“_“w e M N
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.745 118.73 ng 1677740 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 43
3 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39
4 Benz[b]-1,4-oxazepine-4(5H)-thio... 207 C11H13NOS 1000258-63-4 38
5 2-Ethylacridine 207 C15H13N ©55751-83-2 36

Abundance Scan 452 (4.745 min): BF124186.D\data.ms (-447) (-) m/z 207.10 100.00%

207.1
5000
e A EEEEE S o
96.0 133.0 4.40 4.60 4.80 5.00
ol S o laerol | 4z 2e8.10  20.20%
miz--> 50 100 150 200 250 300
Abundance #79619: Cyclotrisiloxane, hexamethyl-
207.0
5000 L L NI B L BN R I
4.40 4.60 4.80 5.00
m/z 209.00 11.18%
96.0 1
olso 610 | 1330 |
L ‘ L ‘ T T ‘ T T ’ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207.0
e ARAREE S e
4.40 4.60 4.80 5.00
5000 m/z 191.00 11.06%
73.0 133.0
ob320 L | | .167.0 |, h 241.0 327.
— e e e e S
miz--> 50 100 150 200 250 300
Abundance #67017: Benzo[h]quinoline, 2,4-dimethyl- A EEmRRREESE S
207.0 4.40 4.60 4.80 5.00
m/z 133.00 8.36%
5000
39.0
" 740 1260 16‘5.0
Ol e B e T
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Silanamine, 1,1,1-trimethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

7622 4e.18ng 637255 Naphthalene-ds 8.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silanamine, 1,1,1-trimethyl-N-[2... 369 C17H35N02Si3 068595-60-8 50
2 m-Hydroxymandelic acid, tris(tri... 384 C17H3204Si3 068595-69-7 47
3 Benzaldehyde, 2,4-bis(trimethyls... 282 C13H2203Si2 033617-38-8 47
4 Benzaldehyde, 2,5-bis[(trimethyl... 282 C13H2203Si2 056114-69-3 47
5 Benzeneethanamine, N-butyl-.beta... 353 C18H35N02Si2  ©40629-66-1 47

Abundance Scan 941 (7.622 min): BF124186.D\data.ms (-937) (-) m/z 73.05 100.00%
73.0
267.0
5000 355.2
[T T e TR T
154 0193.0 ‘ ‘ “ 7.20 7.40 7.60 7.80 8.00
Oh i d 11481540, [, L L sose L s 067,00 73.80%
m/z--> 50 100 150 200 250 300 350
Abundance #195996: Silanamine, 1,1,1-trimethyl-N-[2-[(trimethylsilyl)
267.0
102.0
5000 ‘\\\\I’\\\\\‘\\\\‘\\\\’\\\
7.20 7.40 7.60 7.80 8.00
m/z 355.20 49.55%
147.0 354.0
0 \?9\.\“\ T “‘\ T \““ T \%9\‘3‘0\ T “ L T “‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #204189: m-Hydroxymandelic acid, tris(trimethylsilyl)-
267.0
73.0 [Tr T rrr oo
7.20 7.40 7.60 7.80 8.00
5000 ITI/Z 268.00 20.71%
147.0
341.0
)N RN AP e SN Wt
m/z--> 50 100 150 200 250 300 350
Abundance #128745: Benzaldehyde, 2,4-bis(trimethylsiloxy)- e et
267.0 7.20 7.40 7.60 7.80 8.00
m/z 356.10 17.46%
5000
73.0
126.0 1950
. P
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclopropane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.992 53.96 ng 855827 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane 42 C3H6 000075-19-4 72
2 Oxirane, ethenyl- 70 C4H60 000930-22-3 64
3 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 56
4 1H-Pyrrolo[1,2-c]imidazole-1,3(2... 140 C6H8N202 1000351-31-8 43
5 Propargyl alcohol, pentafluoropr... 202 C6H3F502 1000352-28-2 42

Abundance Scan 1004 (7.992 min): BF124186.D\data.ms (-994) (-) m/z 42.10 100.00%

42.1
5000
s REman BRI
“ %o o 1s40 2650 7.60 7.80 8.00 8.20 8.40
ol— ‘W“}MM o ed0 1906 2650 /7 39.00  98.68%
miz-> 50 100 150 200 250
Abundance #60: Cyclopropane
42.0
5000 [T T T T T T T T T T T T
7.60 7.80 8.00 8.20 8.40
m/z 41.05 54.86%
O' L ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #536: Oxirane, ethenyl-
39.0
RRRRREEEE S e
7.60 7.80 8.00 8.20 8.40
5000 m/z 40.00 40.56%
70.0
0 “dhmiw‘? —
miz--> 50 100 150 200 250
Abundance #537: Furan, 2,5-dihydro- s A RERAERETE
41.0 7.60 7.80 8.00 8.20 8.40
m/z 54.10 23.71%
5000
72.0
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclohexasiloxane, dodecame... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.663 16.42 ng 260492 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexasiloxane, dodecamethyl- 444 C12H3606S1i6 000540-97-6 91
2 Benzene, 1,2,3-tris[(trimethylsi... 342 C15H3003Si3 017864-23-2 14
3 17-Epi-trenbolone, trimethylsily... 342 C21H3002Si 1000293-11-0 14

4 2H-1,4-Benzodiazepin-2-one, 7-ch... 342 C18H19CIN20Si ©55299-24-6 14
5 2-Amino-4-nitrophenol, N,0-bis(t... 382 C18H34N203Si2 1000333-46-7 10

Abundance Scan 1118 (8.663 min): BF124186.D\data.ms (-1114) (-) m/z 73.05 100.00%

73.0
5000 341.1

147.1 LB L L R B B IR

429.1
H H ‘ 207125112950“ | 8.40 8.60 8.80 9.00
o‘\‘pkuu‘_m_‘wwmw_‘H_MWH_» m/z 341.10  43.55%
m/z--> 100 150 200 250 300 350 400
Abundance #225657: Cyclohexasiloxane, dodecamethyl-
73.0
341.0
429.C
5000 L L R B L AL LR

8.40 8.60 8.80 9.00
m/z 147.05 17.79%

147.0
O\\“‘\ \“\\‘\\\\‘\\\??Z\O\\‘Z6\7\\O\‘\\‘h\ \L‘\\\\‘\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #177976: Benzene, 1,2,3-tris[(trimethylsilyl)oxy]-
73.0 239.0

342.0 8.40 8.60 8.80 9.00
5000 ' m/z 42.95 13.81%
133.0
 179.0 |
(YRR PR FAISRSED Wi SNES EURRUDN Wt S
miz--> 50 100 150 200 250 300 350 400 M
Abundance #178628: 17-Epi-trenbolone, trimethylsilyl ether R BN RER RS
73.0 2110 3420 8.40 8.60 8.80 9.00
' m/z 342.10  13.65%
5000
129.0
oww“”“h‘““ H‘H“ H“MM S WS A —
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00

8270-BF060321.M Wed Jun @9 13:53:51 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4-Dimethylfuran Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.945 21.94 ng 347996 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 83
2 Furan, 2,5-dimethyl- 96 C6H80 000625-86-5 76
3 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 64
4 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 50
5 1,3-Pentadiene 68 C5H8 000504-60-9 47

Abundance Scan 1166 (8.945 min): BF124186.D\data.ms (-1162) (-) m/z 43.00 100.00%
43.Q

96.1
5000 160.1
AN e e
1 ) 8.60 8.80 9.00 9.20
ok, bl 2909 28le /7 s3.00  97.92%
miz--> 50 100 150 200 250
Abundance #2795: 2,4-Dimethylfuran
96.0
53.0
5000 L L L EL N B LA B I
8.60 8.80 9.00 9.20
m/z 67.05 86.46%
O T T H‘\ ‘N i‘ \“H\ \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #2802: Furan, 2,5-dimethyl-
96.0
O L VSN
43.0 8.60 8.80 9.00 9.20 .
5000 m/z 96.10 83.87%
oldo g4
m/z--> 50 100 150 200 250
Abundance #2822: 2-Cyclopenten-1-one, 2-methyl- P et ,A‘ R
67.0 8.60 8.80 9.00 9.20
m/z 95.10 75.90%
5000
L Jl
= “‘}“““w‘”uu‘““‘ —— —— —— PP e e e g
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 unknownl2.786 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.786 40.46 ng 94131 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7,9,11-Hexaethyl-5,9-dioxy... 504 C12H32010Si6 1000102-78-4 22
2 3-Hydroxybromoazepam, bis(trimet... 475 C20H26BrN302Si2 1000079-50-7 9
3 [1,1'-Biphenyl]-2-carboxylic aci... 475 C14H7I2N0O2 1000349-80-9 9
4 3,20-Bis([allyl(dimethyl)silyl]o... 516 C31H5602Si2 066469-90-7 9

5 Benzoic acid, 4-[(trimethylsilyl... 282 C13H2203Si2 002078-13-9 9

Abundance Scan 1819 (12.786 min): BF124186.D\data.ms (-1816) (1  m/z 72.95 100.00%

73.0
475.2
5000 193.1
253.2 387.0
—r T
‘13‘3}0 l ” ] | 1250 13.00
ok~ H“l\!\\‘”l\m\“m}\h\‘\\l‘\‘\‘\‘\mhw \\ I H‘\ A N ‘\M SNENEE LN S m/z 475.20  65.33%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #235665: 1,3,5,7,9,11-Hexaethyl-5,9-dioxytricyclo[5.5.1.1
475.0
5000 — —
12.50 13.00
m/z 193.10 44.95%
45.0 223.0
oL | 4170,
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231870: 3-Hydroxybromoazepam, bis(trimethylsilyl)- der
73.0
12.50 13.00
5000 ITI/Z 207.05 33.79%
360.0 477.0
147.0
208.0
I NTEN e . SO 7B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231860: [1,1'-Biphenyl]-2-carboxylic acid, 2'-cyano-4,4'-( [ v ——
475.0 12.50 13.00
m/z 476.20 29.40%
5000
348.0
750 177.0 ‘
obtidbepiipbb e 220 Ll
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\

Data File : BF124186.D

Acqg On 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc . PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 unknownl3.204 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.204 22.94 ng 53365 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-[(trimethylsilyl... 282 C13H2203Si2 002078-13-9 23
2 Ethylene glycol, O-trimethylsily... 326 C15H2604Si2 1000374-77-3 16
3 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 16
4 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 14
5 11H-Dibenzo[b,e][1,4]diazepin-11... 267 C16H17N30 013450-73-2 10

Abundance Scan 1890 (13.204 min): BF124186.D\data.ms (-1887) (- m/z 73.10 100.00%
3.1

5000 193.1
135.1 266.9327.1 461.2  549. e AN
‘ 13.00 13.50
0 “‘,“\ bl AL m/z 193.10  49.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128756: Benzoic acid, 4-[(trimethylsilyl)oxy]-, trimethylsil
73.0
267.0
193.0
5000
13.00 13.50
m/z 549.30 26.43%
L e
O‘\\1W‘If%l\l\\\\‘“\‘\‘\“\u“\\“\\‘l\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165448: Ethylene glycol, O-trimethylsilyl-, O'-(2-(trimethy
73.0 193.0
267.0 — e
13.00 13.50
5000 ITI/Z 461.20 25.54%
ﬁSS.O
o‘“?;%mwHn’u“um'w‘_m,‘H‘,w,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #129590: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl- —— — ‘A
73.0 13.00 13.50
193.0 m/z 327.10  24.01%
5000
267.0
133.0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 unknown13.262 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.262 20.04ng 46617 Chrysene-diz 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Phenyl-1,2-bis(trimethylsilylo... 296 C15H2802Si2 294847-15-7 27
2 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 27

3 Silane, (2-ethyl-3,3-dimethyl-4-... 208 C13H24Si 095798-13-3 14
4 6-Methylphenanthridine 193 C14H11N 003955-65-5 11
5 Iminostilbene 193 C14H11N 000256-96-2 11
Abundance Scan 1900 (13.263 min): BF124186.D\data.ms (-1898) (- m/z 73.05 100.00%
3.0
192.9
5000
327.1 549.;

135.0 253.0 461.1 e by ALl

387.4 13.00 13.50
0 m/z 192.95 56.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #140825: 2-Phenyl-1,2-bis(trimethylsilyloxy)propane
73.0 198.0

5000
13.00 13.50

m/z 549.30  26.92%
L Lol ‘I

150/ 261.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152605: Benzenepropanoic acid, .alpha.-[(trimethylsilyl)

o

73.0
193-0 T ‘ T T ‘ T
13.00 13.50
5000 m/z 327.10 26.17%
133.0 267.0
I ZETIN et VU N G S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A ﬂ ,\ m
Abundance #67800: Silane, (2-ethyl-3,3-dimethyl-4-methylene-1-cycl —— ; ﬂ‘ by
73.0 13.00 13.50
m/z 135.00 23.17%
5000
193.0
L0
L RS RS SREE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 unknown13.457 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.457 17.53ng 40772 Chrysene-diz 14.027

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44065i7 019095-23-9 25
2 Trimethylsilyl-di(timethylsiloxy... 280 C9H2802Si4 139347-50-5 17
3 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 12
4 2-Phenyl-2-trimethylsilyloxyprop... 310 C15H2603Si2 082326-12-3 12

5 1,4-Cyclohexadiene, 1,3,6-tris(t... 296 C15H32Si3 1000150-10-8 10
Abundance Scan 1933 (13.457 min): BF124186.D\data.ms (-1930) (- m/z 73.10 100.00%
73.1
5000
207.1
147.1
W
‘ ‘ 281.0 355.0 1350
OVM‘M““‘ IR I B ] b m/z 207.05  34.05%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #235668: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
5000 207.0 —
13.50
m/z 193.00  23.92%
133.0 281.0 355.0
0+ \\‘ ‘\ T T \“\\‘ T \“[& b T \"\ Jh\ T by r‘l‘L\ T ‘l}\zl\g\?\‘\lgwg‘(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127843: Trimethylsilyl-di(timethylsiloxy)-silane
73.0 191.0
13.50
5000 m/z 147.05 22.76%
133.0
T L 2850
0 m“u‘u“m“wu”u“‘MH_HWkuwm‘uw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152606: Benzenepropanoic acid, .alpha.-[(trimethylsilyl)
73.0 13.50
m/z 208.30  19.83%
193.0
5000
’ ‘ 133, \ 267.0
m/z--> 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 unknownl3.604 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.604 20.55ng 47807 Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 45
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 25

3 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 17
4 3-Phenyl-3-(trimethylsilyloxy)bu... 236 C13H2002Si 1000368-45-7 10
5 Silane, (2-ethyl-3,3-dimethyl-4-... 208 C13H24Si 095798-13-3 10

Abundance Scan 1958 (13.604 min): BF124186.D\data.ms (-1955) (- m/z 73.00 100.00%

73.0
5000 207.1
. ——
135.0 267.1 341.1401.1 5352 13.50 14.00
0 Hﬂmuvuthhmwm!L‘WMM,Jmﬂ_umﬁu“_‘u‘um@“‘ m/z 207.85  42.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222021: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodece
73.0
5000 — —
207.0 2810 13.50 14.00
133.0 m/z 193.00 30.38%
‘ ‘ 341.0 4159
O \f\\‘L\\\‘\l\\\l’\\\A‘l\\‘\\‘\\l\\'\’\\H\L‘\\\\\‘\L\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240341: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0
13.50 14.00
5000 207.0 m/z 74.10 13.40%
281.0
147.0 ‘ 341.0 4290
O iden bbby 280 503.0563.¢
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #129590: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl-
73.0 13.50 14.00
193.0 m/z 341.10 13.07%
5000
267.0
i
0 m“lm‘m“‘,H‘HHmMm,uH‘m“Hu‘mwuu‘m n — n‘ ‘ A ‘h‘ ‘ A‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 unknown13.733 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.733 18.80 ng 43742 Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Urocanic acid, N,O0-bis(trimethyl... 282 C12H22N202Si2 1000141-37-5 10
2 1,2-Benzenedimethanethiol, S,S'-... 398 C20H38S2Si2 1000353-02-7 10
3 Benzoic acid, 4-[(trimethylsilyl... 282 C13H2203Si2 002078-13-9 9
4 Ethylene glycol, O-trimethylsily... 326 C15H2604Si2 1000374-77-3 9
5 2-Phenyl-1,2-bis(trimethylsilylo... 296 C15H2802Si2 294847-15-7 9

Abundance Scan 1980 (13.733 min): BF124186.D\data.ms (-1977) (- m/z 73.00 100.00%
3.0

=

5000 193.1
. T ——
1332 ’ 267.1 341.1400.9 53‘5“ 13.50 14.00
obe bbb b L L L nz 193010 43.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128688: Urocanic acid, N,O-bis(trimethylsilyl)-
73.0 267.0
193.0
5000
13.50 14.00
m/z 147.05 35.81%
135,0 ‘
O‘\\\\‘\\\J\‘\\l\“\‘J\“\\l\l‘\\\\“\‘\\\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211052: 1,2-Benzenedimethanethiol, S,S"-bis(tert-butyld
73.0
193.0 m ﬂMﬁ
R S L
13.50 14.00
5000 ITI/Z 207.10 22.25%

\135.0 250.0
5.0, L L] L, h ul L 341.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #128756: Benzoic acid, 4-[(trimethylsilyl)oxy]-, trimethylsil — ——
73.0 13.50 14.00

o

3

267.0 m/z 208.00 20.01%
193.0
5000
135.0 } |
O‘\\\\\““f\'\V“w‘\”\”{\w\MM\‘\\\\‘\m‘\m‘\m‘\m‘uu‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Benzoic acid, 2-(3-nitrophe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 59.15 ng 137590 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
2 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 59
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 56
5 Phthalic acid, octyl propyl ester 320 C19H2804 1000309-10-8 43

Abundance Scan 2007 (13.892 min): BF124186.D\data.ms (-2002) (1  m/z 149.05 100.00%

105.0 149.1
5000
51.0 13 50 14 OO
T W | 206.8 281 P
Olrrrrrrrrtsre byttt e e e 2oty m/z 105.00  94.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
105.0
5000 o
13 50 14 00
m/z 77.10 53.71%
51.0
O \H‘H\\‘\\‘\\’\\H“\\H‘H“\‘\H‘H\\‘\‘\\‘\]\-\7\8’\.(\)\\‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester
149.0
105.0 13.50 14.00 .
5000 ITI/Z 51.00 10.65%
m/z--> 20 40 60 80 100120140160180200220240260280 m
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy o Bl —
105.0 13.50 14.00
m/z 150.05 8.86%
149.0
5000
olso SHO L 1790 2360 | MXM ||
S R R AR 1T Rl i ;
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 unknownl14.186 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.186 19.85 ng 46177 Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Phenyl-2-trimethylsilyloxyprop... 310 C15H2603Si2 082326-12-3 27
2 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 16
3 2-Phenyl-1,2-bis(trimethylsilylo... 296 C15H2802Si2 294847-15-7 12
4 1-Monolinoleoylglycerol trimethy... 498 C27H5404Si2 054284-45-6 10
51,1,1,3,5,7,9,11,11,11-Decamethy... 498 C13H42065i7 050694-26-3 10

Abundance Scan 2057 (14.186 min): BF124186.D\data.ms (-2054) (1 m/z 73.00 100.00%
3.0

5000
193.1

e —
327.1 4011 475 14.00 14.50

m/z 193.10  36.84%

251.0
0,

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #152602: 2-Phenyl-2-trimethylsilyloxypropanoic acid, trim

73.0
193.0 A’I (\/\
5000 ‘\‘M“an
14.00 14.50
m/z 57.10 29.60%
0 8'0m I | 113§'\ “ . \‘ \29\50
‘ T 1T ‘ L ‘ T T ‘ LI ‘ T ‘ TrTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152606: Benzenepropanoic acid, .alpha.-[(trimethylsilyl)

73.0
—— ——
193.0 14.00 14.50
5000 ITI/Z 147 .00 25.86%
’ 133. ‘ 267.0
o N 0 s R I e N
m/z--> 0 50 100 150 200 250 300 350 400 450 (\Mﬁ
Abundance  #140825: 2-Phenyl-1,2-bis(trimethylsilyloxy)propane UL -
73.0 198.0 14.00 14.50
m/z 206.95 20.92%
5000
0159 Mot o \153\\3% | 28\10
e L R ABARARaE S P P
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 unknownl4.486 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.486 15.23 ng 35430 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5(1-Ethoxycarbonyl-1,4-dihydropy... 293 C14H15NO6 142131-81-5 10
2 Propanamide, 2,2-dimethyl-N-(3-m... 191 C12H17NO 032597-29-8 8
3 Propanamide, 2,2-dimethyl-N-(4-m... 191 C12H17NO 021354-40-5 7
4 Pyrrolidine, 1-methyl-3,2'-spiro... 191 C11H13NO2 040259-14-1 7

5 1,3-Benzoxazole, 2-(2-propenylth... 191 C1@H9NOS 1000362-66-2 7

Abundance Scan 2108 (14.486 min): BF124186.D\data.ms (-2106) (- m/z 57.05 100.00%
57.0

if

5000 191.2
2521 3412
AR L] T 50
o‘mwmHH‘m_m‘m_mHu‘mwuwmw m/z 40.95 63.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138432. 5(1-Ethoxycarbonyl-1,4-dihydropyridin-4-yliden WWMMMHMM
29.0
119.0
191.0
5000 T
14.50
m/z 191.20 46.15%
} 293.0
0 “U‘ ‘\‘H\“\\‘huHMH\‘u\‘\‘\u\“uu‘\m‘\m‘\m‘uu‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #53842: Propanamide, 2,2-dimethyl-N-(3-methylphenyl)-
57.0

3

14.50
5000 m/z 71.10 42.01%

191.0

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53840: Propanamide, 2,2-dimethyl-N-(4-methylphenyl)-
57.0 14.50

m/z 99.10  33.79%

:

5000 191.0

32.0

Ol b e A e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 unknownl14.592 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.502 18.48 ng 42984 Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 35
2 2-Phenyl-2-trimethylsilyloxyprop... 310 C15H2603Si2 082326-12-3 35
3 ((((Carboxymethyl)thio)carbothio... 370 C11H2204S3Si2 1000332-44-0 17
4 Benzenepropanoic acid, .alpha.-o... 236 C12H1603Si 002078-21-9 12
5 Silane, [[3,3-dimethyl-4-methyle... 282 C15H300Si2 095798-07-5 10

Abundance Scan 2126 (14.592 min): BF124186.D\data.ms (-2123) (-} m/z 73.00 100.00%
73.0

5000 192.9

3

281.0 T T

476.2 549. 14.50
m/z 192.95 43.31%

0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #152606: Benzenepropanoic acid, .alpha.-[(trimethylsilyl):

73.0
193.0 J\M
Yol ‘

14.50
m/z 207.10  39.83%

-

5000

’ L 133 IO | 267.0
O‘\\l\\l“‘\\‘\\‘“\\\H\‘\\\\"\\\\’\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152602: 2-Phenyl-2-trimethylsilyloxypropanoic acid, trim
73.0

3

1 \
14.50
193.0

5000 m/z 147.05 30.76%

L 13? \O | 295.0
I L

40 |1
QLTS P D G A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196327: ((((Carboxymethyl)thio)carbothioyl)thio)acetic a G ‘
73.0 14.50

m/z 71.10  21.34%

5000
131.0 5970

o150} Lo, o a0 S0 o
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 unknownl5.145 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.145 15.84 ng 36848 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 27
2 Decane, 5-propyl- 184 C13H28 017312-62-8 27
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 27
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 27
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 27

Abundance Scan 2220 (15.145 min): BF124186.D\data.ms (-2216) (-1 m/z 71.00 100.00%

71.0
5000 193.2
127. 281.1 355.0 — ——
‘ ‘ * ‘ 475, 15.00 15.50
0 HH_“JMWHH‘H_M“H‘H‘M”HMM‘HHH_HWH‘H m/z 57.05 90.81%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #94353: Hexadecane, 7-methyl-
57.0
5000 —r —
15.00 15.50
‘112_0 ITI/Z 43.05 63.46%
O \\J‘“\'\‘\“\h\‘\‘h\“\\JH@\B.\()\‘2\2\5.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48838: Decane, 5-propyl-
57.0
—— —
15.00 15.50
5000 ITI/Z 73.05 60.78%
‘ 112.0
ol fipasa0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71411: Dodecane, 2,6,11-trimethyl- —— —
57.0 15.00 15.50
m/z 193.20 41.42%
) NWJ\
113.0
Om.lmgo il w/
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 unknownl5.309 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.309 17.43 ng 40558 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 47
2 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 27
3 1,2-Benzenedimethanethiol, S,S'-... 398 C20H38S2Si2 1000353-02-7 25
4 4-Methylmandelic acid, di-TMS 310 C15H2603Si2 1000071-90-9 25

5 Benzaldehyde, 2-nitro-4-trimethy... 223 C10H13NO3Si 030127-94-7 17

Abundance Scan 2248 (15.309 min): BF124186.D\data.ms (-2244) (1  m/z 192.90 100.00%
73.0 192.9

5000

267.1
1

-

H ‘ ‘ ‘ 15.00 15.50
AT (KT

“‘H,“‘W““‘ “WMJWJJL“HW_“WM‘H“H m/z 73.00  92.24%
miz> 0 50 100 150 200 250 300 350 400 450 500

Abundance #152608: Benzenepropanoic acid, .alpha.-[(trimethylsilyl):
73.0 193.0

o

3

5000
15.00 15.50
m/z 147.05 64.20%
295.0
O\““!“““l““!““‘!““‘!“““\““\““\““\““\“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68055: Trisiloxane, 1,1,3,3,5,5-hexamethyl-
73.0 193.0
15.‘00 15.‘50
5000 ITI/Z 267.10 28.91%
133.0
ol\-‘s‘(‘)‘ll“"M!J‘“L““!“}““!““‘!““\““\““\““\““\“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211052: 1,2-Benzenedimethanethiol, S,S'-bis(tert-butyld

73.0 15.00 15.50

193.0 m/z 207.05 28.11%

5000

135.0 250.0

Ol‘-‘s‘q‘\’h“ﬂ‘ IJ\ “\"‘h‘\“"\‘H‘}‘H‘“3“4;“‘0‘”‘””‘””“”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50

;
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On 8 Jun 2021 18:29

Operator Ju/caG

Sample : M2632-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 20 unknownl5.639

R.T. EstConc Area
15.639 22.07 ng 51344
Hit# of 5 Tentative ID

Concentration Rank 8

Relative to ISTD

Chrysene-d12

1 Methanol, 1-[2-[4-(1-methylethyl...
2 Silane, [[3,3-dimethyl-4-methyle..
3 Pentasiloxane, 1,1,3,3,5,5,7,7,9...

4 Benzoic acid, 2,4,6-trimethyl-,

5 Urocanic acid, N,O-bis(trimethyl...

281
. 282
356
. 236
282

C14H19NO5
C15H300Si2
C10H3204S1i5
C13H2002S1
C12H22N202S1i2

Abundance Scan 2304 (15.639 min): BF124186.D\data.ms (-2299) (. m/z
3.0

1000271-97-1 14
095798-07-5 14
000995-83-5 9
070079-88-8 9
1000141-37-5 9

73.05 100.00%

5000 146.9
192.9
266.8 341.0 — —T—
| “ H | ‘ ‘ ‘ ‘ 402. 15.50 16.00
ol AL L L b i 1L T gz 146,95 se.er%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128143: Methanol, 1-[2-[4-(1-methylethyl)phenyl]-4-nitro
147.0
105.0
5000 T e
238-0280 0 15.50 16.00
43.0 ' m/z 192.90 29.65%
0L “H‘ ‘m‘\‘”\ \M\“ \‘\1\8\9-‘0\ — T T LA A B A
m/z--> 50 100 150 200 250 300 350 400
Abundance #129017: Silane, [[3,3-dimethyl-4-methylene-2-(trimethyls
73.0
LT
15.50 16.00
5000 ITI/Z 221.05 27.61%
147.0
192.0 267.0
I N P o N O
m/z--> 50 100 150 200 250 300 350 400
Abundance #187469: Pentasiloxane, 1,1,3,3,5,5,7,7,9,9-decamethyl-
73.0 267.0 15.50 16.00
m/z 341.00 21.40%
133.
5000 330
341.0
‘ 207.0
NI P B W G 1 W
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124186.D

Acqg On : 8 Jun 2021 18:29

Operator : JU/CG

Sample : M2632-01 :

Misc : PRODUCTO1-IW-PS-D1BR

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
4-Penten-2-one,... 3.610 17.7 ng 249519 1 6.863 282613 20.0
3-Hexen-2-one 4.492 164.3 ng 2321200 1 6.863 282613 20.0
Cyclotrisiloxan... 4.745 118.7 ng 1677740 1 6.863 282613 20.0
Silanamine, 1,1... 7.622 40.2 ng 637255 2 8.145 317225 20.0
Cyclopropane 7.992 54.0 ng 855827 2 8.145 317225 20.0
Cyclohexasiloxa... 8.663 16.4 ng 260492 2 8.145 317225 20.0
2,4-Dimethylfuran 8.945 21.9 ng 347996 2 8.145 317225 20.0
unknownl12.786 12.786 40.5 ng 94131 5 14.027 46525 20.0
unknownl3.204 13.204 22.9 ng 53365 5 14.027 46525 20.0
unknownl13.262 13.262 20.0 ng 46617 5 14.027 46525 20.0
unknownl13.457 13.457 17.5 ng 40772 5 14.027 46525 20.0
unknown13. 604 13.604 20.6 ng 47807 5 14.027 46525 20.0
unknown13.733 13.733 18.8 ng 43742 5 14.027 46525 20.0
Benzoic acid, 2... 13.892 59.1 ng 137590 5 14.027 46525 20.0
unknownl14.186 14.186 19.9 ng 46177 5 14.027 46525 20.0
unknown14.486 14.486 15.2 ng 35430 5 14.027 46525 20.0
unknown14.592 14.592 18.5 ng 42984 5 14.027 46525 20.0
unknownl5.145 15.145 15.8 ng 36848 5 14.027 46525 20.0
unknown15. 309 15.309 17.4 ng 40558 5 14.027 46525 20.0
unknown15.639 15.639 22.1 ng 51344 5 14.027 46525 20.0
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