LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22
Operator : JU/CG

Sample : M5142-01 10X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126264.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.857 295 301 306 rVB 28541 39995 1.81% 0.219%
2 5.004 492 496 506 rBvV 244053 237579 10.74% 1.300%
3 5.292 540 545 547 rBV 55606 54070 2.44%  0.296%
4 5.410 559 565 575 rBV2 649355 758375 34.27% 4.149%
5 5.657 604 607 612 rVB 88188 72237 3.26% ©.395%
6 5.822 632 635 642 rVB2 30043 35529 1.61% 0.194%
7 6.069 674 677 680 rBv2 37581 39424 1.78% 0.216%
8 6.257 705 709 711 rBV2 24177 33824 1.53% 0.185%
9 6.345 721 724 727 rBV2 71240 78776 3.56% 0.431%
10 6.375 727 729 732 rVB 55443 43007 1.94% 0.235%
11 6.428 732 738 743 rBV 723514 685286 30.97% 3.750%
12 6.504 747 751 753 rBV 36179 38003 1.72% 0.208%
13 6.563 756 761 765 rBV3 27052 47510 2.15% 0.260%
14 6.639 771 774 776 rBV 199259 174418 7.88% 0.954%
15 6.657 776 777 780 rVB 114891 69739 3.15% 0.382%
16 6.816 800 804 807 rBV 1837406 1568834 70.90%  8.584%
17 6.875 811 814 818 rBvV2 95327 90486 4.09%  ©.495%
18 6.969 827 830 833 rBV 51706 47221 2.13% 0.258%
19 6.998 833 835 838 rvB2 62686 53476 2.42% 0.293%
20 7.098 849 852 855 rVB2 67099 70213  3.17% 0.384%
21 7.133 855 858 861 rBv2 49833 60254  2.72% 0.330%
22 7.163 861 863 867 rvB2 50520 43277 1.96% 0.237%
23 7.21@ 867 871 875 rBV2 74650 75035  3.39% 0.411%
24 7.369 890 898 901 rBV 470723 451567 20.41% 2.471%
25 7.422 901 907 910 rVB 207370 204466  9.24% 1.119%
26 7.463 910 914 918 rVB4 39798 61343 2.77% 0.336%
27 7.610 936 939 941 rBV3 21609 26740 1.21% 0.146%
28 7.722 952 958 960 rBv4 30683 39361 1.78% 0.215%
29 7.739 960 961 965 rVB4 28430 28110 1.27% 0.154%
30 7.857 979 981 985 rVB3 28688 29660 1.34% 0.162%
31 8.098 1017 1022 1025 rBV 2560806 2212729 100.00% 12.107%
32 8.169 1029 1034 1036 rVB 35375 37659 1.70% 0.206%
33 8.698 1119 1124 1128 rVB 28244 27431 1.24% 0.150%
34 9.175 1201 1205 1208 rBV 637605 559310 25.28% 3.060%
35 9.222 1211 1213 1217 rVV2 39987 43160 1.95% 0.236%
36 9.263 1217 1220 1224 rVB 33346 31162 1.41% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22
Operator : JU/CG

Sample : M5142-01 10X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.851 1315 1320 1331 rBV 2343474 2135116 96.49% 11.682%
38 10.398 1410 1413 1417 rVB 37187 36000 1.63% 0.197%
39 10.633 1449 1453 1458 rBV 261454 237574 10.74% 1.300%
40 10.780 1472 1478 1483 rVB3 27944 48498 2.19% 0.265%
41 11.210 1543 1551 1553 rBv4 30256 43115 1.95% 0.236%
42 11.245 1553 1557 1560 rVB4 24671 36754 1.66% 0.201%
43 11.333 1568 1572 1575 rBV 1962235 1806971 81.66% 9.887%
44 11.357 1575 1576 1579 rVV 285650 172218 7.78%  0.942%
45 11.410 1582 1585 1588 rVB 48549 49675 2.24%  0.272%
46 11.833 1654 1657 1660 rBV 40171 36694 1.66% 0.201%
47 11.863 1660 1662 1667 rBV 140240 149470 6.76%  0.818%
48 11.945 1673 1676 1679 rBV 58678 65102 2.94% 0.356%
49 12.039 1689 1692 1695 rVB4 21606 26473 1.20% 0.145%
50 12.086 1695 1700 1703 rBV4 48993 52852 2.39% 0.289%
51 12.198 1716 1719 1721 rBV 71070 59687 2.70% 0.327%
52 12.286 1728 1734 1737 rBV 183011 176718 7.99% 0.967%
53 12.363 1744 1747 1750 rBV 121787 116132 5.25% 0.635%
54 12.421 1755 1757 1763 rVB4 27663 46991 2.12% ©0.257%
55 12.545 1774 1778 1781 rBV 307759 258808 11.70% 1.416%
56 12.592 1781 1786 1791 rVV 228402 214670 9.70% 1.175%
57 12.651 1793 1796 1801 rBV6 39016 53962 2.44%  0.295%
58 12.774 1811 1817 1820 rBV 250690 282244 12.76%  1.544%
59 12.915 1838 1841 1849 rVB 456422 412135 18.63% 2.255%
60 13.104 1870 1873 1877 rVB2 57863 61795 2.79% ©.338%
61 13.168 1880 1884 1886 rVV2 52380 53228 2.41% 0.291%
62 13.204 1886 1890 1899 rVvv4 59844 92243 4.17% 0.505%
63 13.968 2015 2020 2023 rBV2 1439565 1530709 69.18% 8.375%
64 14.068 2032 2037 2046 rBV 461004 509511 23.03% 2.788%
65 14.757 2152 2154 2156 rBV2 38631 33818 1.53% 0.185%
66 14.998 2192 2195 2198 rBV2 86155 133048 6.01% 0.728%
67 15.292 2242 2245 2250 rVB2 76687 90309 4.08% 0.494%
68 15.351 2253 2255 2259 rVB 63922 65341 2.95% ©.358%
69 15.415 2262 2266 2270 rBV2 870858 1019210 46.06% 5.577%

Sum of corrected areas: 18276337
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Dec 2021 20:22

: M5142-01 10X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
BF126264.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22
Operator : JU/CG

Sample : M5142-01 10X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.004 3.03 ng 237579 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 496 (5.004 min): BF126264.D\data.ms (-492) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 T T T T
4.60 4.80 5.00 5.20 5.40
‘ 83.0 o
o+ttt e m/z 59.00 58.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | LI AL B

4.60 4.80 5.00 5.20 5.40
m/z 101.00 19.04%

O\\\’\\\\‘\\\‘?‘T“\-(\)\\“ui\\‘\\}\‘\\\\‘\\\\8‘§\-\0\’\\\]-\0‘]\-.\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RN SRR
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.24%
20.0 101.0
o 20 Ll 730 850
crepee el SR SR
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- R RRREE LT
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.47%
5000
41.0
20.0 101.0
R N1 RS T N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22
Operator : JU/CG

Sample : M5142-01 10X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.639 2.22 ng 174418 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 774 (6.639 min): BF126264.D\data.ms (-771) (-) m/z 105.00 100.00%
105.0
5000 120.1 MA /\
W_J\WH,W_W
51.0 77.0 91.0 6.40 6.60 6.80 7.00
O 308 e 840 Ul mz 120010 45.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
770 m/z 77.00 11.86%
51.0 7 91.0
0H‘\\\\‘\2\\7\.‘0\\\\“H\\i“\‘\\}“eﬂ‘.\(\)‘\\\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.51%
39.0 77.0 91.0
e - Y S s
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\ ﬂM A
Abundance #10718: Benzene, 1,2,4-trimethyl- e AR AR
105.0 6.40 6.60 6.80 7.00
m/z 91.00 10.07%
120.0
5000
77.0 91.0
o150 380510640 " "0 ||
R e R e L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22

Operator : JU/CG

Sample : M5142-01 10X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Undecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.422 2.61 ng 204466  1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Hexadecane 226 Cl6H34 000544-76-3 78
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 78

Abundance Scan 907 (7.422 min): BF126264.D\data.ms (-901) (-) m/z 57.00 100.00%
57.0

- MMLM
851 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
N ‘ 130 1sed 7.00 7.20 7.40 7.60 7.80
Ol b e L 130 156 m/z 43.05  82.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
5000 I L LU B R
7.00 7.20 7.40 7.60 7.80
. m/z 71.05 48.03%
290 85.0 /
\ H ‘ 113.0  156.0
O\\\‘\‘\\\“}\\\“\\“i\‘l\\\‘\\w\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
b e e LD et B
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.00 32.96%
85.0
29.0
0 Ll H‘ ‘h‘ 1110 1540 1820  227¢
H‘_“w‘u Pl e e TR RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane e A Eaay na
57.0 7.00 7.20 7.40 7.60 7.80
m/z 85.10 24.27%
5000
85.0
29.0
L 00 s
AR AR RARaS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22
Operator : JU/CG

Sample : M5142-01 10X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.068 6.66 ng 509511 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 83
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 81
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 40

Abundance Scan 2037 (14.068 min): BF126264.D\data.ms (-2032) (1 m/z 277.10 100.00%
277.1

5000 A\
77.0 183.0 —
14.00
128.0 ‘ ‘ 228.1
o ‘§%q“‘h“‘uu‘u‘ﬂh wuhgk“g‘ b m/z 278.85  31.32%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 N :
14.00
77.0 199.0 m/z 77.60  24.53%
152.0
O \2\7\.0\ ‘}‘ L “\ T ‘ T T T “H\ T \“\ U T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
U \
14.00
5000 m/z 183.00 20.51%
77.0 183.0
oL 30180 | U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy et ‘
277.0 14.00
m/z 198.95 20.31%
5000
77.0 183.0
| me
ob— A b el
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126264.D

Acqg On : 18 Dec 2021 20:22
Operator : JU/CG

Sample : M5142-01 10X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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|
2-Pentanone, 4-... 5.004 3.0 ng 237579 1 6.816 1568830 20.0
Mesitylene 6.639 2.2 ng 174418 1 6.816 1568830 20.0
Undecane 7.422 2.6 ng 204466 1 6.816 1568830 20.0
Triphenylphosph... 14.068 6.7 ng 509511 5 13.968 1530710 20.0

8270-BF121521.M Wed Dec 22 15:59:24 2021 Pag 8



