LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7163.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.364 42 47 60 rBV 399270 1080385 4.74% 0.241%
2 3.787 93 119 123 rBV 2142414 5587689 24.53% 1.248%
3  3.840 124 128 132 rVB2 1341749 2408750 10.58% 0.538%
4 4.169 158 184 186 rBV 866814 3972037 17.44% 0.887%
5 4.216 186 192 199 rBV 2984136 4320076 18.97% 0.965%
6 4.334 207 212 217 rBV 1975690 2762114 12.13% 0.617%
7 4.405 217 224 230 rVB 11405715 19209664 84.34%  4.289%
8 4.516 237 243 253 rBV2 2843484 4554375 20.00% 1.017%
9 4.893 285 307 313 rBV3 1721349 5886324 25.84% 1.314%
106 5.005 321 326 331 rVB 3004391 4965648 21.80% 1.109%
11 5.105 338 343 346 rVB 582250 989101 4.34% 0.221%
12 5.469 390 405 410 rBV 4425610 7368498 32.35% 1.645%
13  6.622 565 601 602 rBV3 1246008 7310534 32.10% 1.632%
14 7.028 656 670 672 rBV 1176894 2546881 11.18% 0.569%
15 7.069 672 677 679 rBV 2647143 4144459 18.20% 0.925%
16 7.887 810 816 823 rVB 895218 1512201 6.64% ©0.338%
17 7.963 823 829 836 rBV3 403142 817926 3.59% 0.183%
18 8.110 848 854 862 rBV3 1265703 2198167 9.65% 0.491%
19 8.546 915 928 935 rVB4 588460 1499572 6.58% 0.335%
20 8.657 939 947 961 rBV 1816115 3205577 14.07% 0.716%
21 8.934 982 994 1000 rVV 1562529 3258883 14.31% 0.728%
22 9.016 1001 1008 1010 rVV 560813 925854 4.06% 0.207%
23 9.051 1010 1014 1023 rVV 2542580 4318478 18.96% 0.964%
24  9.410 1064 1075 1089 rBV 4203417 9606725 42.18%  2.145%
25 9.993 1165 1174 1177 rVV3 318571 850952 3.74%  0.190%
26 10.051 1179 1184 1187 rVV 575513 1336751 5.87% 0.298%
27 10.093 1187 1191 1199 rVV2 619622 1290213 5.66% ©0.288%
28 10.328 1223 1231 1235 rBV 451608 832941 3.66% 0.186%
29 10.687 1283 1292 1297 rVV 1149251 2049651 9.00% 0.458%
30 10.987 1337 1343 1348 rBV2 940730 2194624 9.64% 0.490%
31 11.e57 1349 1355 1360 rBV 2435831 4521058 19.85% 1.010%
32 11.251 1375 1388 1394 rVB3 2261918 9346481 41.04% 2.087%
33 11.351 1398 1405 1408 rVV2 935534 1986921 8.72% 0.444%
34 11.445 1408 1421 1430 rVV2 3266371 12985001 57.01% 2.899%
35 11.522 1430 1434 1439 rVV2 428657 960059  4.22% 0.214%

36 11.704 1441 1465 1472 rVV6 3103353 18140435 79.65%  4.051%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.769 1472 1476 1481 rVV3 1810975 4282118 18.80% 0.956%
38 11.840 1481 1488 1493 rVV3 2799472 6443081 28.29% 1.439%
39 11.910 1494 1500 1505 rVB3 574028 1114898 4.89% 0.249%
40 11.975 1505 1511 1513 rBV 576752 876837 3.85% 0.196%
41 12.004 1513 1516 1520 rVV 1027489 1492565 6.55% ©0.333%
42 12.051 1520 1524 1528 rVB 659395 921082 4.04% 0.206%
43 12.610 1604 1619 1627 rVV 2985800 8921744 39.17% 1.992%
44 12.863 1657 1662 1667 rVB2 608422 976203 4.29% 0.218%
45 13.145 1704 1710 1719 rBV 6317038 9379549 41.18% 2.094%
46 13.645 1790 1795 1798 rBV 1404075 2288111 10.05% 0.511%
47 13.692 1800 1803 1806 rVV2 1033965 1622341 7.12% 0.362%
48 13.739 1806 1811 1815 rVV3 2098252 3823359 16.79% 0.854%
49 13.787 1815 1819 1827 rVV3 1336698 2573211 11.30% 0.575%
50 13.863 1827 1832 1838 rVB2 1000155 1713164 7.52% 0.383%
51 13.987 1848 1853 1864 rVB3 509402 974487 4.28%  0.218%
52 14.175 1879 1885 1890 rBV 6118321 8973397 39.40% 2.004%

53 14.445 1922 1931 1932 rBV2 1391799 2746640 12.06% 0.613%
54 14.486 1932 1938 1943 rBV 10256143 22776380 100.00% 5.086%
55 14.681 1966 1971 1973 rBV 1983809 2814590 12.36% ©0.628%

56 14.728 1973 1979 1983 rVV2 2526619 6647937 29.19%  1.484%
57 14.781 1983 1988 1993 rVB2 4033723 7345145 32.25% 1.640%
58 14.892 2003 2007 2011 rBV 752260 946887 4.16% 0.211%
59 15.004 2016 2026 2033 rVV 4545800 10170032 44.65% 2.271%
60 15.081 2034 2039 2049 rVW4 912703 2568613 11.28% 0.574%
61 15.175 2049 2055 2062 rVB 9776043 15318576 67.26%  3.421%
62 15.422 2092 2097 2100 rBV2 700570 1038779 4.56% 0.232%
63 15.881 2167 2175 2179 rBV 3385726 5681322 24.94% 1.269%
64 16.016 2193 2198 2203 rBV 4622204 6806870 29.89%  1.520%
65 16.069 2203 2207 2218 rVB 4327531 6485008 28.47%  1.448%
66 16.163 2218 2223 2230 rBV3 495188 876107 3.85% ©.196%
67 16.292 2239 2245 2251 rVB 7290152 10568392 46.40% 2.360%
68 16.410 2258 2265 2281 rBV 5341318 12499011 54.88% 2.791%
69 16.686 2308 2312 2319 rVB2 541230 910446 4.00% 0.203%
70 17.033 2366 2371 2375 rBV2 645900 890785 3.91% 0.199%
71 17.210 2397 2401 2406 rBV 1012892 1314676 5.77%  ©.294%
72 17.269 2406 2411 2416 rVB 2001003 2764897 12.14% 0.617%
73 17.657 2471 2477 2482 rVW 1743301 2545230 11.17% ©.568%
74 17.822 2501 2505 2511 rVB 1859604 2313408 10.16% 0.517%
75 17.886 2512 2516 2523 rBV 387029 866281 3.80% ©.193%

76 18.092 2537 2551 2558 rVV3 1833189 7980681 35.04% 1.782%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 18.169 2559 2564 2569 rVV 3399910 5732118 25.17% 1.280%
78 18.245 2569 2577 2587 rVB 2855077 8909245 39.12%  1.989%
79 18.380 2589 2600 2606 rBV 8727896 21488588 94.35% 4.798%
80 18.433 2606 2609 2614 rVB 2789541 3240683 14.23% 0.724%
81 18.545 2623 2628 2637 rVB 572706 1344377 5.90% 0.300%
82 19.057 2711 2715 2721 rBV2 1464129 1926701 8.46% 0.430%
83 19.274 2748 2752 2755 rBvV2 781271 1159532 5.09% 0.259%
84 19.392 2767 2772 2780 rBV4 1560922 2347341 10.31% 0.524%
85 19.686 2818 2822 2827 rBV3 562337 892704  3.92%  0.199%
86 19.827 2839 2846 2850 rBV 9869739 12530076 55.01% 2.798%
87 20.004 2872 2876 2882 rVB 3579644 4158684 18.26% 0.929%
88 20.174 2901 2905 2916 rVB2 1063463 2771479 12.17% 0.619%
89 20.504 2958 2961 2967 rVB 1299898 1694683 7.44% 0.378%
90 20.569 2968 2972 2975 rBV 700814 916332 4.02% 0.205%
91 21.286 3091 3094 3100 rVB 2856715 3294069 14.46% 0.736%
92 21.351 3101 3105 3108 rBV 2284137 3374279 14.81% 0.753%
93 21.551 3134 3139 3145 rBV 1307140 2586069 11.35% 0.577%
94 21.745 3168 3172 3177 rVB 969157 1159835 5.09% 0.259%
95 21.827 3182 3186 3197 rVB2 2185483 3056357 13.42% 0.682%
96 22.239 3252 3256 3264 rVB3 1568547 3058283 13.43% 0.683%
97 22.310 3265 3268 3275 rVB2 1433079 2247378 9.87% 0.502%
98 22.604 3313 3318 3331 rVB2 1617871 3056453 13.42% 0.682%
99 23.033 3386 3391 3398 rVB 1012524 2033835 8.93% 0.454%
100 23.768 3513 3516 3528 rVB4 1097581 2665453 11.70% ©.595%

Sum of corrected areas: 447842399
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

A
1le+07
8000000
6000000

4000000

2000000

o

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\

BP0O7163.D
: 24 Sep 2021 17:41
: CG/JU
: M3875-15
: 4 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP007163.D\data.ms
4.405

5.469
7.069

1105741448 7¢

42161516 5-005

A

3.787

3840 4.8

[ee]

3.364 -105

Time-->
Abundance
1.2e+07
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8000000

6000000

4000000

2000000

| a—
L B

3.50

4.00 4.50

5.00 5.50

6.00 6.50 7.00 7.50 8.00
TIC: BP0O07163.D\data.ms

8.50

9.00 950 10.00 10.50 11.00 11.50

14.486

19.827
15.175

18.380

16.292

13.145 14.175

5.410
16.016
16[069

15.88

20.004

C
$0.17 0

5.422

0
Time-->

Abundance
1.2e+07

1le+07
8000000
6000000
4000000
2000000

0

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP007163.D\data.ms

21.286

21351 23 827
22.2
“BTns ¢ 3%2.60423-033 23.768

Time-->

8270E-BP@9212

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 11
R.T. EstConc Area Relative to ISTD R.T.
3.787 73.90 ng 5587690 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 2-Vinylethyl acetate 114 C6H1002 001576-84-7 28
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 12
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 10
Abundance Scan 119 (3.787 min): BP007163.D\data.ms (-93) (-) m/z 43.00 100.00%
3.0

-

5000
REaER R e
J l 3.40 3.60 3.80 4.00 4.20
Oh ki 112801939 26810 393745495148 /. 8300 13.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 [T T T T T [T T T T T[T

3.40 3.60 3.80 4.00 4.20
m/z 41.10 12.42%

I

Ll
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3549: 5-Hexen-2-one
43.0

N

3.40 3.60 3.80 4.00 4.20
5000 m/z 39.00 11.62%

\Hl Ly

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

Abundance #8137: 2-Vinylethyl acetate BERRNEEEE SIS SRR
43.0 3.40 3.60 3.80 4.00 4.20

m/z 73.00 7.75%

5

5000

=

L Jl ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00 4.20

8270E-BP092121.M Mon Sep 27 03:36:20 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

4.169 52.53 ng 3972040 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Formamidoxime 60 CH4AN20 000624-82-8 9
4 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

5 Hexanoic acid 116 C6H1202 000142-62-1 9
Abundance Scan 184 (4.169 min): BP007163.D\data.ms (-158) (-) m/z 60.00 100.00%

60.0

-

5000
‘“ ‘ 3.80 4.00 4.20 4.40
0lrohll. 148820702669 3559 42544913849, 1/, 73 00  34.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000

3.80 4.00 4.20 4.40
m/z 42.00 19.54%

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

Abundance #4773: Pentanoic acid
60.0

-

3.80 4.00 4.20 4.40
5000 m/z 41.05 19.20%

i

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

=

Abundance #351: Formamidoxime R EEERE A e
60.0 3.80 4.00 4.20 4.40
m/z 45.00 15.92%
: /\J\i
[ T T T T T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.216 57.14 ng 4320080 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 90
2 Oxazolidin-2-one 87 C3H5NO2 000497-25-6 72
3 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 64
4 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 52
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 50

Abundance Scan 192 (4.216 min): BP007163.D\data.ms (-186) (-) m/z 86.95 100.00%
87.0

—

5000
RS e RRRREzEz:
‘ 3.80 4.00 4.20 4.40 4.60
obdllL 11509 2669 3561417547515337 ) 595 56.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9292: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
5000
3.80 4.00 4.20 4.40 4.60
2 m/z 41.05 30.09%

i

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2069: Oxazolidin-2-one

87.0

=

280 3.80 4.00 4.20 4.40 4.60
5000 m/z 57.00  29.00%

i

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

Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl- ST T
87.0 3.80 4.00 4.20 4.40 4.60

m/z 72.00 17.09%

-

5000

-

200,

I
m/z--> 0

8270E-BP0921

50 100 150 200 250 300 350 400 450 500
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Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3-Hexen-2-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.405 254.06 ng 19209700 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 224 (4.405 min): BP007163.D\data.ms (-217) (-) m/z 83.05 100.00%
83.0
5000

4.00 4.20 4.40 4.60 4.80
‘, \ 142.0 207.0266.8326.9387.3445.2503.8

O e e T T e T T T e e T T T P T e T m/z 55.05 67.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
53.0
5000 [T T o[ T T T [T T T[T TTT Tt

4.00 4.20 4.40 4.60 4.80
m/z 98.05 39.07%

il

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

Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0

4.00 4.20 4.40 4.60 4.80
5000 m/z 43.00 23.37%

l

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

Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- EEERREEE R
83.0 4.00 4.20 4.40 4.60 4.80

m/z 39.05 17.73%

5000

150, |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1,4-Dioxane, 2,5-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.516 60.23 ng 4554380 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane, 2,5-dimethyl- 116 C6H1202 015176-21-3 89
2 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 53
3 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 47
4 4-Quinolinecarboxylic acid, 2-ch... 207 C10H6CINO2 005467-57-2 33
5 4(15)-Selinene-11,12-diol 238 C15H2602 073035-82-2 27
Abundance Scan 243 (4.516 min): BP007163.D\data.ms (-237) (-) m/z 207.00 100.00%
207.0
42.0
5000
116.1
o ABEEELEN s S
‘ ’ 4.20 4.40 4.60 4.80
Ol bbby ek 1, 2669 355.1414.9473.4532.0 /7 43,05  70.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9234: 1,4-Dioxane, 2,5-dimethyl-
42.0
116.0
5000 N R R R R

4.20 4.40 4.60 4.80
m/z 45.00 58.28%

1N ‘\

‘\‘\\‘1f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102259: Cyclotrisiloxane, hexamethyl-

207.0

4.20 4.40 4.60 4.80
5000 m/z 116.05  31.79%

96.0
28.0 |

‘\\\\‘\\\\‘\\\‘\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #251605: Arsenous acid, tris(trimethylsilyl) ester A A EARE
207.0 4.20 4.40 4.60 4.80

m/z 41.05 22.37%

5000

73.0 133.0
15.0, | | ||

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

8270E-BP092121.M Mon Sep 27 03:36:21 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP@@7163.D

Acqg On : 24 Sep 2021 17:41

Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Propanedioic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.893 77.85 ng 5886320 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane, 2,5-dimethyl- 116 C6H1202 015176-21-3 70
2 Propanedioic acid 104 C3H404 000141-82-2 59
3 1,4-Dioxane, 2,6-dimethyl- 116 C6H1202 010138-17-7 47
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 43
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 38

Abundance Scan 307 (4.893 min): BP007163.D\data.ms (-285) (-)
42.0

m/z 42.05 100.00%

5000
116.1

-

M‘ 4.60 4.80 5.00 5.20
(W)

ol ﬂ‘H‘uu‘w‘u%?%435%?u3§§%‘_4ﬁﬁﬁu5%%?w‘ m/z 45.00  83.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9234: 1,4-Dioxane, 2,5-dimethyl-

42.0

116.0

5000 AR e e
4.60 4.80 5.00 5.20
I HL

m/z 60.00 75.81%
‘\‘H ‘HH[\‘\H’\H\‘\H\‘HH‘HH‘\\H‘\H\‘\H\‘\H\‘\

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

.

—

Abundance #5230: Propanedioic acid
42.0
AR AR REEEE B
4.60 4.80 5.00 5.20
5000 m/z 43.05 60.25%
|1 |, 3040
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9232: 1,4-Dioxane, 2,6-dimethyl- e AARERRREEEY
42.0 4.60 4.80 5.00 5.20
m/z 41.05 54.30%
5000
‘1160
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP092121.M Mon Sep 27 03:36:22 2021

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.005 65.67 ng 4965650 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 23

4 Formamide, N-formyl-N-methyl- 87 C3H5NO02 018197-25-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 326 (5.005 min): BP007163.D\data.ms (-321) (-) m/z 43.00 100.00%

43.0

-

5000
RR A R RR RS
100.0 4.60 4.80 5.00 5.20 5.40
ol A41020 20612711 3550417.147655381 ./, 5910  70.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T T[T oT Tt
4.60 4.80 5.00 5.20 5.40
m/z 101.00 27.89%

| 102.0

‘\‘H\‘\‘HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

—

43.0
T
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 17.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9666: Butanamide, 2-hydroxy-2,N-dimethyl- BREEEEEREE S e S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.25%
u‘ \” ‘118-0

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40

8270E-BP092121.M Mon Sep 27 03:36:22 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentanoic acid, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.622 96.69 ng 7310530 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 90
2 4-Methyloctanoic acid 158 C9H1802 054947-74-9 42
3 Butanoic acid, 3,3-dimethyl-, me... 130 C7H1402 010250-48-3 38

4 Hexanoic acid, 5-methyl-, methyl... 144 C8H1602 002177-83-5 25
5 1,2,3,4-Tetradecanetetrol, [2R-(... 262 C14H3004 136953-04-3 25

Abundance Scan 601 (6.622 min): BP007163.D\data.ms (-565) (-) m/z 57.05 100.00%

57.0

T

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

Abundance  #15575: Butanoic acid, 3,3-dimethyl-, methyl ester RRARNE R N S
74.0 6.20 6.40 6.60 6.80 7.00

m/z 41.05 58.08%

5000
EERREERE S R
\ ‘ 231 6.20 6.40 6.60 6.80 7.00
o ALl 231 20692651 340939964610 5280 ./, 55,95  70.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9222: Pentanoic acid, 4-methyl-
57.0
5000 [T T[T rrrrprrrrprri
6.20 6.40 6.60 6.80 7.00
\ m/z 74.00  68.45%
‘\‘\‘\“\f‘ I\\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #35313: 4-Methyloctanoic acid
57.0
EERREEE S e
6.20 6.40 6.60 6.80 7.00
5000 ITI/Z 73.00 65.39%
[ ko j

5000

é

1L,
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00

8270E-BP092121.M Mon Sep 27 03:36:23 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown8.934 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.934 43.10 ng 3258880 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanesulfonamide, N,N-dimethyl- 123 C3HINO2S 000918-05-8 9
2 Benzeneethanamine, 3,4-dibenzylo... 381 C23H24FNO3 115562-23-7 4
3 Taurolidine 284 C7H16N404S2 019388-87-5 4
4 8-(2-Acetyloxiran-2-yl)-6,6-dime... 236 C14H2003 091186-38-8 4
5 Chloroacetic acid, propyl ester 136 C5H9C102 005396-24-7 4
Abundance Scan 994 (8.934 min): BP007163.D\data.ms (-982) (-) m/z 43.00 100.00%
43.0
123.0 RARRSEEEENEEEENEEES
8.60 8.80 9.00 9.20
Ol by | 20502710 340.9400145065163 1/, 4s.00  53.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11495: Methanesulfonamide, N,N-dimethyl-
44.0
5000 T[T T[T T T T[T T [rrir]
123.0 8.60 8.80 9.00 9.20
m/z 123.00  22.27%
\‘\\‘M\l\‘\‘l\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #288412: Benzeneethanamine, 3,4-dibenzyloxy-2-fluoro-
44.0
T
8.60 8.80 9.00 9.20
5000 m/z 45.00 6.55%
A 1pS0 1810 200830
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179384: Taurolidine Rl An s e
B30.0 8.60 8.80 9.00 9.20
m/z 63.95 6.07%
5000
135.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

8270E-BP092121.M Mon Sep 27 ©03:36:23 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Levoglucosenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.410 93.74 ng 9606730 Naphthalene-d8 10.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Levoglucosenone 126 C6H603 037112-31-5 64
2 2-Furanmethanol 98 C5H602 000098-00-0 53
3 1,2-Pentadiene 68 C5H8 000591-95-7 50
4 2,3-Pentadiene 68 C5H8 000591-96-8 41
5 2(3H)-Furanone, dihydro-3-methyl... 98 C5H602 000547-65-9 38

Abundance Scan 1075 (9.410 min): BP007163.D\data.ms (-1064) (-) m/z 68.00 100.00%

68.0
5000

‘ 9.00 9.20 9.40 9.60 9.80

ol Millhzso 20m02069 ss49413447145308  u/, ogee 95,714
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12684: Levoglucosenone
68.0
5000 [T T T o ot
9.00 9.20 9.40 9.60 9.80
m/z 96.00 76.80%
‘\\JJ\\‘M]\ il\‘]_lz\?.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3475: 2-Furanmethanol
98.0
BRRREEAEE S S
9.00 9.20 9.40 9.60 9.80
s000! >0 m/z 53.05  69.74%
Hl!.',,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #514: 1,2-Pentadiene BAREmEaEEsEES Sy R
68.0 9.00 9.20 9.40 9.60 9.80

m/z 39.10 69.33%

h l
\hlﬂ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80

8270E-BP092121.M Mon Sep 27 03:36:24 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-phenoxy- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.057 44.12 ng 4521060 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 95
2 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
3 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 53
4 Benzene, ethoxy- 122 C8H100 000103-73-1 50
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 47

Abundance Scan 1355 (11.057 min): BPO07163.D\data.ms (-1349) (-  m/z 94.00 100.00%

94.0
5000

\
’l J 1100
oL 3TLLL | 157.1214.8 280.0340.0398.845845158 1/, 77.00  28.97%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy-

94.0

5000
11 00

m/z 138.00  28.85%

70

I B
\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0
T T
11.00
5000 95.00  14.98%
L e
b T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2898: Pyrimidine, 5-methyl-
94.0 11 00

m/z 66.00 14.65%

5000 JL
gl l

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11 00

8270E-BP092121.M Mon Sep 27 03:36:24 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl1l.251 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.251 91.20 ng 9346480 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-2-methyl- 158 C9H1802 001185-29-1 38
2 Butanoic acid, 2-ethyl-2,3,3-tri... 158 C9H1802 038541-67-2 27
3 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 22
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 22
5 Vinyl 2-ethyl-2,5-dimethylhexanoate 198 C12H2202 1000498-24-9 14

Abundance Scan 1388 (11.251 min): BP007163.D\data.ms (-1375) (- m/z 88.00 100.00%

88.0
5000
‘ | ’ H 11.00 11.50
oL MLLLLL P71 26713260 414.947145348 ;7119  77.15%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35403: Hexanoic acid, 2-ethyl-2-methyl-
57.0
5000 = —
11.00 11.50
m/z 102.10 76.72%
‘ 30.0
\\‘\J“‘\ l\‘\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0
—— —
11.00 11.50
5000 ITI/Z 57.10 74.67%
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl- T —
88.0 11.00 11.50
m/z 87.00 59.16%
5000
R9.
Whyse AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP092121.M Mon Sep 27 03:36:25 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzeneacetic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.445 126.71 ng 12985000 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 64
3 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 58
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 53
5 Cyanamide, (phenylmethyl)- 132 C8H8N2 000622-77-5 46

Abundance Scan 1421 (11.445 min): BPO07163.D\data.ms (-1408) (-  m/z 91.10 100.00%

91.1 ‘
5000
’ 1150
Oyl 3539 2413 3411401046135196  1/; 136.00  30.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0
5000
1150
m/z 92 16.96%
‘\\\\“‘\‘J\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55633: Propanedioic acid, phenyl-
91.0
1150
5000 15.03%
2&$MJ. | ’1800
N A R R AR AR RRRRAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18706: Benzoic acid, 3-methyl-
91.0 1150
7.17%
) M
_“Pg«\"‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Thiophane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.704 177.01 ng 18140400 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 52
2 Pivaloin 172 C10H2002 000815-66-7 47
3 2,3-Di-0O-methyl-D-xylopyranose 178 C7H1405 018186-26-0 42
4 Heptanoic acid, 2-propyl-, methy... 186 C11H2202 056247-53-1 38
5 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 38

Abundance Scan 1465 (11.704 min): BPO07163.D\data.ms (-1441) (- m/z 87.00 100.00%
87.0

;

5000
H “ l ’ L 11.50 12.00
ol AbLAl 15022080810 34814062 47495328 1/, sm.es  70.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15591: Thiophane, propyl-
87.0
5000 e —

11.50 12.00
m/z 43.10 27.93%

Db ‘\‘

‘\H\‘WWH[H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘H\\‘H\\‘\

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

;

Abundance #46959: Pivaloin
87.0
11.50 12.00
5000 ITI/Z 41.10 26.90%
zg.F
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53229: 2,3-Di-O-methyl-D-xylopyranose —— ——
87.0 11.50 12.00
m/z 130.05 26.76%
5000 /t
AT e A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownll.840 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.840 62.87 ng 6443080 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 42
2 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 38
3 Methyl 2-ethyldecanoate 214 C13H2602 020483-47-0 35
4 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 25
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 18

Abundance Scan 1488 (11.840 min): BP007163.D\data.ms (-1481) (-  m/z 102.10 100.00%
102.1

5000 431

=
—

11.50 12.00
0 182.2 267.0327.0387.0 491.0549. m/z 87.00 84.94Y%

\ \\}.AJ

|

R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15544: Butanoic acid, 2-ethyl-, methyl ester
102.0
43.0
5000 T

- \
11.50 12.00
m/z 71.10 62.05%

AL

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

-

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

Abundance #35453: Hexanoic acid, 2-ethyl-, methyl ester

102.0

— : ;

11.50 12.00

5000 m/z 43.10 48.55%
41.
J \H “\ Ll
T

Abundance #92086: Methyl 2-ethyldecanoate — ‘ ‘
102.0 11.50 12.00
m/z 57.10 46.08%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Tetradecanamine, N,N-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.292 76.45 ng 10568400 Phenanthrene-di10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 90
2 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
3 Dimethyl palmitamine 269 C18H39N 000112-69-6 78
4 Dimantine 297 C20H43N 000124-28-7 72
5 1-Nonanamine, N,N-dimethyl- 171 C11H25N 017373-27-2 72
Abundance Scan 2245 (16.292 min): BP007163.D\data.ms (-2239) (-  m/z 58.10 100.00%
58.1
5000
— —
2413 16.00 16.50
Ot 228 L S30290.1 390444935101 m/z 43.10  4.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
5000 — —

16.00 16.50
m/z 41.10 4.31%

L. 1280 241.0

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

=

Abundance #242637: Tetradonium Bromide
58.0
e e
16.00 16.50
5000 ITI/Z 59.10 4.11%
L b1 L 1350 2410
P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159767: Dimethyl palmitamine o= ——
58.0 16.00 16.50
m/z 55.10 3.40%
h ~JLK»ﬂ\AJ\Jk\\AJ\»
., 1280 269.0
P e e e e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Hexadecanamine, N-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.410 90.41 ng 12499000 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanamine, N-methyl- 255 C17H37N 013417-08-8 53
2 Propanamide 73 C3H7NO 000079-05-0 53
3 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 45
4 2-Heptanamine, 5-methyl- 129 C8H19N 053907-81-6 42
5 Methylpent-4-enylamine 99 C6H13N 005831-72-1 42

Abundance Scan 2265 (16.410 min): BPO07163.D\data.ms (-2258) (-  m/z 44.10 100.00%
44.1

%

5000
1650
11.1 227.3 '
o‘u‘Lw¢ﬂ@h‘ﬁ?%?_‘uw‘u"§3%9§97§455§5%%Z“ m/z 57.10  16.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142191: 1-Hexadecanamine, N-methyl-
44.0
5000 T

16.50
m/z 43.05 14.46%

|, 114.0 184.0 255.0

‘H\\‘U\H\’\H\‘\\H‘HH“HH‘H\\‘\H\‘\H\‘\\H‘HH‘\

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

Abundance #831: Propanamide
44.0

=

7
16.50

5000 m/z 41.10 12.13%

| J

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177594: 1-Octadecanamine, N-methyl- —
44.0 16.50

m/z 55.10 11.16%

=

5000

-

11,1140 1840 2830

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.092 57.73 ng 7980680  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 59
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 59
3 2,6-Dimethylphenyl benzoate 226 C15H1402 001871-36-9 42
4 .delta.2-1,3,4-0Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 35
5 Methyl undecyl phthalate 334 C20H3004 070794-29-5 27

Abundance Scan 2551 (18.092 min): BP007163.D\data.ms (-2537) (- m/z 105.00 100.00%

105.0
163.1
5000
44.1 2262 18.00 |
Ob il | 77128313411  429.1486.6544F /7 163 95  52.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0 /\
5000 — :
18.00
m/z 77.00 26.66%
ZTO\
\l\‘\i\\‘\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
T T
163.0 18.00
5000 ITI/Z 44.10 11.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107017: 2,6-Dimethylphenyl benzoate T ‘
105.0 18.00
m/z 106.00 7.79%
5000
39.0 22?.0
e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Morpholine, 4-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.245 64.45 ng 8909250  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 64
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 49
4 Phenylglyoxylic acid, neopentyl ... 220 C13H1603 1000453-45-9 22
5 Phenylglyoxylic acid, 2-methylbu... 220 C13H1603 1010453-46-2 22

Abundance Scan 2577 (18.245 min): BP007163.D\data.ms (-2569) (-  m/z 105.00 100.00%
1

05.0
163.1
5000
—— r—
43 18.00 18.50
ol Bk | 22512830 3522 460.7520.1 /7 163.10  77.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
5000 LI \‘/L
18.00 18.50
m/z 77.00 28.19%
‘\%\9‘\“??\‘\\!1\‘\11‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl-
163.0
— —
18.00 18.50
5000 43.0 m/Z 164.05 8.61%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate — =
105.0 18.00 18.50
m/z 106.00 7.54%
163.0
5000
41.0
‘\\\\’\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\ \‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 20 Diethylene glycol dibenzoate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.380 155.44 ng 21488600 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 91
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74

Abundance Scan 2600 (18.380 min): BP007163.D\data.ms (-2589) (-  m/z 105.00 100.00%
105.0

5000
- N
1791 18.00 18.50
ol A2 | 791 2532 3551 433.14910549. /7 149.00  87.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 — LN
18.00 18.50
m/z 77.00 38.49%
42,0 179.0

‘\H\’\‘rl\\‘\\H[\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0

— =
18.00 18.50

5000 m/z 150.00 9.08%

450 179.0

‘\\\\d’\\”\\‘\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m — P
149.0 18.00 18.50

m/z 106.00 8.06%

5000
77.0

L] 239.0

‘\\\\’\\\\‘\\\\\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7163.D

Acqg On : 24 Sep 2021 17:41
Operator : CG/JU

Sample : M3875-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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|
4-Penten-2-one,... 3.787 73.9 ng 5587690 1 7.887 1512200 20.0
Butanoic acid 4.169 52.5 ng 3972040 1  7.887 1512200 20.0
1,3-Dioxolane, 4.216 57.1 ng 4320080 1 7.887 1512200 20.0
3-Hexen-2-one 4.405 254.1 ng 19209700 1 7.887 1512200 20.0
1,4-Dioxane, 2,... 4.516 60.2 ng 4554380 1 7.887 1512200 20.0
Propanedioic acid 4.893 77.8 ng 5886320 1  7.887 1512200 20.0
2-Pentanone, 4-... 5.005 65.7 ng 4965650 1 7.887 1512200 20.0
Pentanoic acid,... 6.622 96.7 ng 7310530 1 7.887 1512200 20.0
unknown8.934 8.934 43.1 ng 3258880 1 7.887 1512200 20.0
Levoglucosenone 9.410 93.7 ng 9606730 2 10.687 2049650 20.0
Ethanol, 2-phen... 11.057 44.1 ng 4521060 2 10.687 2049650 20.0
unknownl11.251 11.251 91.2 ng 9346480 2 10.687 2049650 20.0
Benzeneacetic acid 11.445 126.7 ng 12985000 2 10.687 2049650 20.0
Thiophane, propyl- 11.704 177.0 ng 18140400 2 10.687 2049650 20.0
unknownl11.840 11.840 62.9 ng 6443080 2 10.687 2049650 20.0
1-Tetradecanami... 16.292 76.5 ng 10568400 4 17.269 2764900 20.0
1-Hexadecanamin... 16.410 90.4 ng 12499000 4 17.269 2764900 20.0
Oxybis(propane-... 18.092 57.7 ng 7980680 4 17.269 2764900 20.0
Morpholine, 4-p... 18.245 64.5 ng 8909250 4 17.269 2764900 20.0
Diethylene glyc... 18.380 155.4 ng 21488600 4 17.269 2764900 20.0
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