LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc :

ALS Vvial : 19 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131032.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 10 17 23 rVB 1393954 1763104 32.24% 2.333%
2 2.316 30 39 45 rVB3 86040 167463 3.06% 0.222%
3 3.422 220 227 234 rBV2 129280 231644 4.24% 0.307%
4 5.122 511 516 520 rBV 368629 374673 6.85% 0.496%
5 5.457 563 573 576 rVB4 90557 223009 4.08% 0.295%
6 5.516 580 583 587 rVW 848708 911789 16.67% 1.207%
7 5.657 599 607 610 rBV 103844 139006 2.54% 0.184%
8 5.699 610 614 616 rVWW 174225 187210 3.42% 0.248%
9 5.740 616 621 626 rvV2 556786 668851 12.23% 0.885%
10 6.481 745 747 749 rBV 270223 196933 3.60% 0.261%
11 6.534 752 756 762 rBV2 440278 760777 13.91% 1.007%
12 6.587 762 765 766 rvV 180922 195011 3.57% 0.258%
13 6.610 766 769 771 rVV2 201932 311508 5.70% 0.412%
14 6.634 771 773 774 rW 243164 241032 4.41% 0.319%
15 6.651 774 776 779 rVB 261119 194400 3.55% 0.257%
16 6.722 785 788 795 rVB 215678 226019 4.13% 0.299%
17 6.904 815 819 822 rBV 586182 560751 10.25% 0.742%
18 6.963 822 829 830 rBv2 615983 765205 13.99% 1.013%
19 6.975 830 831 841 rVvv2 737384 1119627 20.47% 1.482%
20 7.057 841 845 855 rVV 1477943 2396733 43.82% 3.172%
21 7.157 859 862 870 rVB3 317658 409127 7.48% 0.541%
22 7.310 877 888 891 rBV2 636186 878681 16.07% 1.163%
23 7.369 891 898 903 rVVW5 337929 867117 15.86%  1.148%
24 7.416 903 906 908 rVVv2 149293 170474  3.12% 0.226%
25 7.469 908 915 918 rVVv2 1783532 2371307 43.36% 3.138%
26 7.504 918 921 926 rVB2 1094015 1101086 20.13% 1.457%
27 7.657 931 947 948 rBV3 457028 1198811 21.92% 1.587%
28 7.745 959 962 965 rBv4 212726 318883 5.83% 0.422%
29 7.804 966 972 974 rBV4 360144 669289 12.24% 0.886%
30 7.940 991 995 998 rVB2 2148284 2128245 38.91% 2.817%
31 7.998 998 1005 1007 rBV2 565117 868795 15.89% 1.150%
32 8.116 1009 1025 1029 rBV4 1542512 5037516 92.11% 6.667%
33 8.187 1035 1037 1039 rVB2 1743016 1337202 24.45% 1.770%
34 8.228 1039 1044 1046 rVB2 3234334 3773637 69.00%  4.9947%
35 8.257 1046 1049 1052 rVB5 145005 186583  3.41% 0.247%

36 8.340 1059 1063 1067 rVB5 383194 589296 10.78%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc :

ALS Vvial : 19 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.392 1067 1072 1074 rVB2 326659 338400 6.19% 0.448%
38 8.422 1074 1077 1080 rBV3 384499 431788 7.90% 0.571%
39 8.469 1083 1085 1092 rVB5 262613 348873 6.38% 0.462%
40 8.545 1092 1098 1099 rBV2 674854 974121 17.81% 1.289%
41 8.616 1104 111e 1114 rBV3 677592 1115281 20.39% 1.476%
42 8.651 1114 1116 1118 rBV 879675 828312 15.15% 1.096%
43 8.745 1126 1132 1133 rBV3 393211 618370 11.31% 0.818%
44  8.763 1133 1135 1139 rVB4 380918 422533  7.73% ©.559%
45  8.804 1139 1142 1147 rVB4 280259 350548 6.41% 0.464%
46 8.892 1154 1157 1160 rBV3 130226 211398 3.87% 0.280%
47  8.934 1161 1164 1169 rVB6 242814 342608 6.26% 0.453%
48 8.975 1169 1171 1174 rVB3 164545 132542  2.42% 0.175%
49 9.016 1174 1178 1181 rBV4 270932 343982 6.29% 0.455%
50 9.104 1188 1193 1196 rVB3 361998 494962 9.05% 0.655%
51 9.139 1196 1199 1201 rBV2 394964 445175 8.14% 0.589%
52 9.175 1201 1205 1209 rVB5 333046 538035 9.84% 0.712%
53 9.210 1209 1211 1214 rVB 367908 362876 6.64% 0.480%
54 9.269 1214 1221 1224 rBV 3161850 3352386 61.30% 4.437%
55 9.310 1224 1228 1231 rVB3 159570 248515  4.54%  0.329%
56 9.345 1231 1234 1236 rBV2 380732 439565 8.04% 0©.582%
57 9.445 1241 1251 1254 rVB 3243101 5469000 100.00% 7.238%
58 9.481 1254 1257 1259 rBV 291491 209716  3.83% 0.278%
59 9.592 1274 1276 1278 rBV2 167848 148620 2.72% 0.197%
60 9.681 1288 1291 1293 rBV3 175944 197986 3.62% 0.262%
61 9.716 1294 1297 1300 rVB 726574 646560 11.82% 0.856%
62 9.763 1303 1305 1309 rBV4 164094 158665 2.90% 0.210%
63 9.816 1311 1314 1318 rVB4 438862 502068 9.18% 0.664%
64 9.857 1318 1321 1322 rBV3 255635 219109 4.01% 0.290%
65 9.892 1322 1327 1330 rVV 2198823 2437601 44.57% 3.226%
66 9.951 1334 1337 1339 rVB 654580 482318 8.82% 0©.638%
67 9.986 1339 1343 1346 rBv4 353055 308808 5.65% 0.409%
68 10.092 1358 1361 1365 rBV4 325920 381056 6.97% 0.504%
69 10.175 1373 1375 1378 rBV2 227172 213052 3.90% 0.282%
70 10.228 1382 1384 1385 rW 199412 135771 2.48% 0.180%
71 10.298 1385 1396 1398 rVV 1892948 4443115 81.24% 5.880%
72 10.369 1406 1408 1412 rVB2 164869 143121 2.62% 0.189%
73 10.410 1412 1415 1419 rVB4 171314 233342 4.27% 0.309%
74 10.463 1419 1424 1432 rBV8 225823 545731 9.98% 0.722%
75 10.610 1447 1449 1452 rVB 575649 476764 8.72% 0.631%

76 10.645 1452 1455 1457 rBv4 117861 146641 2.68% 0.194%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc :

ALS Vvial : 19 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.716 1464 1467 1469 rBvV2 283431 302361 5.53% 0.400%
78 10.751 1469 1473 1475 rVV 1363671 1363592 24.93% 1.805%
79 10.781 1475 1478 1481 rVB3 328921 304807 5.57% 0.403%
80 10.916 1497 1501 1504 rVB3 467326 459782 8.41% 0.608%
81 11.045 1520 1523 1527 rBV3 258531 287753 5.26% 0.381%
82 11.151 1536 1541 1544 rVB2 251742 305815 5.59% 0.405%
83 11.275 1560 1562 1564 rBV3 157783 132630 2.43% 0.176%
84 11.333 1568 1572 1575 rVB3 255140 335455  6.13% 0.444%
85 11.381 1575 1580 1582 rBV4 160954 267843 4.90%  0.354%
86 11.445 1586 1591 1593 rBV 658716 582093 10.64% 0.770%
87 11.469 1593 1595 1597 rBV 130278 133563  2.44% 0.177%
88 11.963 1675 1679 1690 rVB7 121034 264868 4.84%  0.351%
89 12.069 1691 1697 1705 rBV 1554840 2113410 38.64% 2.797%
990 12.192 1714 1718 1719 rBV2 159806 168780 3.09% 0.223%
91 12.422 1752 1757 1760 rBV2 643237 821854 15.03% 1.088%
92 12.586 1782 1785 1788 rBV 492564 393352 7.19% 0.521%
93 12.751 1810 1813 1817 rBV2 107867 148169 2.71% 0.196%
94 12.927 1840 1843 1846 rBV 185144 153463 2.81% 0.203%
95 13.033 1857 1861 1864 rVB 2302239 2001177 36.59% 2.648%
96 13.410 1922 1925 1930 rBV2 144428 160602 2.94% 0.213%
97 14.092 2038 2041 2044 rVV 452167 379031 6.93% 0.502%
98 14.221 2061 2063 2070 rVB2 97816 125791 2.30% 0.166%
99 14.698 2141 2144 2152 rVB 388056 411178 7.52% 0.544%
1006 15.592 2292 2296 2308 rVB 408140 562662 10.29% 0.745%

Sum of corrected areas: 75560139
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
BF131032.D

: 05 Nov 2022 22:05

: CG\JU

: N5340-07

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

3500000
3000000

2500000

15000002.187
1000000 5.516

500000 5.122 £8.534

Abundance TIC: BF131032.D\data.ms

2000000 7.469
7.057

5.740

2.316 3.422 545756819
0 \‘\\\\\\\’\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\

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

Time-->

3500000
3000000
2500000
2000000
1500000
10000007 g

500000 8.

Abundance TIC: BF131032.D\data.ms

8.228 9.269.445

9.892 13.033

7.940 8 1 10.298

811 12.069

12.422
12.586

11.9632.192 ﬂv\M%L\F
0~ T T T

— T 7 — — T 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

3500000
3000000
2500000
2000000
1500000
1000000

5000001-410 4.221

Abundance TIC: BF131032.D\data.ms

14.092
14.698 15.592

———— e
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 T T T ‘ T T T T
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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
BF131032.D

: 05 Nov 2022 22:05
¢ CG\JU
: N5340-07

: 19 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Butane, 2-methoxy-2-methyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.187 62.88 ng 1763100 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 17 (2.187 min): BF131032D\datams(10)() m/z 73.05 100.00%
7’]
5000 43.0
87.1
T
‘ L91 220 240 2.60
Obr b2t el e e m/z 43.05  45.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LB e L
430 220 2.40 2.60
87.0 m/z 55.05 30.96%
\ \‘ 90 Ly
0\‘H\\‘HH‘f\f\‘\f\!‘\\H‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e ———
220 240 2.60
5000 410 550 m/z 87.10  26.53%
27.0
0 A 1 112.0 129.0
AR L R o e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 240 2.60
m/z 41.05 15.14%
5000 43.0
58.0
O“HWWHH‘H‘WH‘WH‘W‘MW‘HW‘H‘_H‘_H‘_‘HM‘H AR T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1,3,5,7-Cyclooctatetraene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.740  23.86 ng 668851 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 96
2 Styrene 104 C8H8 000100-42-5 96
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
4 Butanedioic acid, phenyl- 194 C10eH1004 000635-51-8 64
5 2-Pyridinecarbonitrile 104 C6H4AN2 000100-70-9 43
Abundance Scan 621 (5.740 min): BF131032D\datams(616)() m/z 104.10 100.00%
104.
5000 78.1
51.0
 REEmma AR S
39.1 ‘ 63.0 ‘ 10 5.40 5.60 5.80 6.00

0 b errrreerererethicr el it SEO W gz 78,10 s6.75%

miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5499: 1,3,5,7-Cyclooctatetraene
104.
78.0 010
5000 H‘HH‘/\\\H‘HH’HH‘
51.0 5.40 5.60 5.80 6.00
39.0 m/z 103.10  49.98%
27.0 63.0

0\\‘\\\\‘\\\‘\‘\\\\‘[\\\\1!f\\‘}‘\‘\\‘\1‘1\“\\\\q9!\‘!‘\\‘\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5492: Styrene

104.0
 RmEmma AR S
5.40 5.60 5.80 6.00
5000 78.0 m/z 51.00 32.15%
51.0
ol 150270 %20 | U0 | w0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene
104.0 5.40 5.60 5.80 6.00
m/z 77.00 21.58%
5000 78.0
51.0
27.0 ‘ ‘ 0
o‘Wm‘mW‘H“m‘1””‘:“H“lmmﬂuwl‘H‘m A A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.963 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.963  27.29 ng 765205 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-(1,1-dimethylethyl... 200 C13H280 041902-42-5 43
2 di-t-Butylhydrazodicarboxylate 232 C10H20N204 016466-61-8 33
3 Propane, 1-(1,1-dimethylethoxy)-... 144 C9H200 032970-46-0 33
4 sec-Butyl isobutyl carbonate 174 C9H1803 1000372-77-3 28
5 3,5-Octanedione, 2,2,4,7-tetrame... 198 C12H2202 1000161-72-3 25

Abundance Scan 829 (6.963 min): BF131032.D\data.ms (-822) (-) m/z 57.05 100.00%

57.0
L. Jt
6606807.007.20
115.1 : . - :
143.1
o‘HwHH\“MHMJM“?%'T‘_‘HMMwuw‘_”‘_”‘%‘??:? m/z 59.00  16.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76051: 3-Pentanol, 3-(1,1-dimethylethyl)-2,2,4,4-tetrame
57.0
5000 LB B e B o
87.0 6.60 6.80 7.00 7.20
29.0 m/z 41.05 16.77%
ok L L 10 30 g
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113104: di-t-Butylhydrazodicarboxylate
57.0
A et AR
6.60 6.80 7.00 7.20
5000 m/z 115.10 7.73%
29.0
N \M In “\ _103.0 132.0 161.0
— -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24457: Propane, 1-(1,1-dimethylethoxy)-2,2-dimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 43.05 7.46%
5000
290 “ | |70 1290
omwu‘m‘m R R B e A REREARREEEES SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1-Heptene, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.975 39.93 ng 1119630 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 55
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 43
3 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 43
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 43
5 1-Pentanol, 3,4-dimethyl- 116 C7H160 006570-87-2 38
Abundance Scan 831 (6.975 min): BF131032.D\data.ms (-830) (-) m/z 43.10 100.00%
43.1
70.1
5000
98 1 T
H | H ‘ | “‘9'11350 6.60 6.80 7.00 7.20

0l el ey L IO 7 55,18 86.62%

m/z--> 0 20 40 60 80 100 120 140

Abundance #7539: 1-Heptene, 3-methyl-
55.0
5000 B LA B e e e
29.0 6.60 6.80 7.00 7.20
m/z 41.10 74.60%
83.0
Ll 112.0

0\‘\\\\‘\‘\\\i\\‘\‘\‘i\\‘\\\\’\\i\’\\\\’\

m/z--> 0 20 40 60 80 100 120 140

Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-

56.0
R R
6.60 6.80 7.00 7.20
5000 m/z 56.10 59.29%
27.0
83.0
obte o Ll gL s
m/z--> 0 20 40 60 80 100 120 140
Abundance #3826: Cyclopropane, 1,1,2,3-tetramethyl- R e
55.0 6.60 6.80 7.00 7.20
m/z 70.10 55.79%
83.0
5000
290
0 ‘m”w:m,””,””,‘
m/z—> 0 60 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Heptanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.369 30.93 ng 867117 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 78
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 58
3 Pentanoic acid 102 C5H1002 000109-52-4 58
4 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 56
5 Acetamide, N-(.beta.-mercaptoeth... 119 C4H9NOS 001190-73-4 50
Abundance Scan 898 (7.369 min): BF131032.D\data.ms (-891) (-) m/z 60.00 100.00%
60.0
43.1
5000
% 700720740760
119.1 - . - :
o"",‘“‘MMM‘MWM‘MMMWJuMuM‘:‘H“T%ﬁg“‘ m/z 43.10 53.82%
m/z--> 20 40 60 80 100 120 140
Abundance #15395: Heptanoic acid
60.0
5000 LB B B e e e
7.00 7.20 7.40 7.60
430 87.0 m/z 73.00  41.21%
0 T \1\8.’()\ H T T ‘}H‘ T “H\‘\ ‘ ‘} ‘\ T “ \1\1\3\.91\:3\()\.\0‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #4825: Butanoic acid, 3-methyl-
60.0
o RamaassTEas SRR
7.00 7.20 7.40 7.60
5000 m/z 41.10 40.63%
41.0
87.0
15.0
0""WLM‘Md"W‘HM““““H‘,“““‘H
m/z--> 20 40 60 80 100 120 140
Abundance #4774: Pentanoic acid T T T
60.0 7.00 7.20 7.40 7.60
m/z 55.05 28.71%
5000
41.0
NS Y £
mlz--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 6 (+)-2-Bornanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.940 31.83 ng 2128250  Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 96
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 95
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 58
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 47
Abundance Scan 995 (7.940 min): BF131032.D\data.ms (-991) (-) m/z 95.05 100.00%
95.0
411
5000
69.1
152.1
‘ | h L Ahaot200 7.60 7.80 8.00 8.20

0ttt ol I RS w  L m/z 81.18  65.09%

miz--> 20 40 60 80 100 120 140

Abundance #29113: (+)-2-Bornanone

95.0
5000 41.0
69.0 152.0 7.60 7.80 8.00 8.20
m/z 41.10  55.08%
0 \1\5\-0‘\‘1‘\ T \‘1“1 T \‘h‘\ \H = !“ T \‘\ \1‘2:\3\0\ \“ T T
miz—-> 20 40 60 80 100 120 140
Abundance #29050: Camphor
41.0 95.0
e
7.60 7.80 8.00 8.20
m/z 55.10 40.06%
5000 69.0 /
152.0
m/z--> 20 40 60 80 100 120 140
Abundance #29380: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S  AEammaaE T
410 95.0 7.60 7.80 8.00 8.20
' m/z 108.10  36.12%
5000 690
152.0
0 ﬂ59‘m“ 123.0 e e e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05

Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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

7 endo-Borneol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8116 75.34ng 5037520 Naphthalene-d8 8.187
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 c7He02 000065-85-0 57

2 endo-Borneol

154 C10H180

3 Bicyclo[2.2.1]heptan-2-0l, 1,7,7... 154 C1@H180
4 Benzoic acid, silver(1l+) salt

228 C7H5Ag02

000507-70-0 80
000464-45-9 38
000532-31-0 38

5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 38

Abundance Scan 1025 (8.116 min): BF131032.D\data.ms (-1009) (-) m/z 95.05 100.00%
77.0
5000 122.0
51.0
H ‘ 139 7.80 8.00 8.20 8.40
) S “‘ R bk L 7T 1820 ys 165,00 66.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #11265: Benzoic acid
10504209
77.0
5000 N R RN R RN
51.0 7.80 8.00 8.20 8.40
m/z 77.00  55.73%
0\\\‘\\\\‘\‘\“1\’\“\\"\\\‘\‘\‘\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #30950: endo-Borneo
95.0
PP e T
7.80 8.00 8.20 8.40
5000 m/z 122.00  48.56%
41.0
67.0
121.0139.0
0‘qu‘U‘ﬂ“‘JM,JM‘Ww‘%lwww‘ﬁ‘wlh““_‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #31308: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e  maan R R
95.0 7.80 8.00 8.20 8.40
m/z 51.00 29.60%
5000
‘ 121.0139.0
0""‘U"HM‘u‘,"MWW‘W“‘”“H“‘U‘H““‘ P e PR
m/z--> 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzoic acid, 2,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.104  20.52 ng 494962  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 93
2 Formic acid, 1-phenylethyl ester 150 C9H1e02 1000368-94-1 70
3 Benzoic acid, 2,6-dimethyl- 150 C9H1002 000632-46-2 70
4 para-Methylbenzyl formate 150 C9H1002 1000368-93-7 64
5 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 62

Abundance Scan 1193 (9.104 min): BF131032.D\data.ms (-1188) (-) m/z 104.10 100.00%

104.1
150.1
77.0
5000
51.0
E ERARmEEEEL R
‘ ‘ 12‘9'1 ‘ 1711 8.80 9.00 9.20 9.40
0! NMVWUkauNW‘T‘W““ m/z 105.10 87.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 150.0
5000 77.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
51.0 8.80 9.00 9.20 9.40
m/z 150.05 77.77%
0\\\\‘\\\\““\‘\‘U\“‘\h\\‘\\‘\\‘m\\\‘\\“\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28368: Formic acid, 1-phenylethyl ester
104.0
150.0 R RARREEEE AR
8.80 9.00 9.20 9.40
5000 77.0 m/z 132.00  67.82%
51.0
om0 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28329: Benzoic acid, 2,6-dimethyl- e  ABAREEEERE
132.0 8.80 9.00 9.20 9.40
m/z 77.00 52.29%
104.0
5000 77.0
51.0
270
A
miz--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzoic acid, 2,4-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.139  18.46 ng 445175  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 95
2 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 91
3 1H-Indene-1,2-diol, 2,3-dihydro-... 150 C9H1002 004647-43-2 49
4 Benzoic acid, 2,3-dimethyl- 150 C9H1e02 000603-79-2 46
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 CO9H11N 000091-21-4 46
Abundance Scan 1199 (9.139 min): BF131032.D\data.ms (-1196) (-)| [ m/z 132.85 100.00%
1321
770 105.1
5000
51.1 58.1
PO e e
‘ 8.80 9.00 9.20 9.40

0 el el 1899 sz 150.05  80.61%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #28330: Benzoic acid, 2,4-dimethyl-
132.0
105.0
5000 T T T T T T
8.80 9.00 9.20 9.40
o m/z 105.10  58.15%
0\\\‘\M\\‘\\U\“‘\h\\\H‘\\\\‘\\\\’\\ \‘\\“\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28336: Benzoic acid, 2,6-dimethyl-
132.0
T ey
104.0 8.80 9.00 9.20 9.40
5000 m/z 104.18  55.27%
51.0 77.0
o} e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28422: 1H-Indene-1,2-diol, 2,3-dihydro-, trans- S
104.0 8.80 9.00 9.20 9.40
132.0 m/z 77.05 54.13%
5000 77.0
51.0
m/z--> 20 % % %1%1%1%1%1%2% 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzaldehyde, 4-hydroxy- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.175 22.31 ng 538035 Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 80
2 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 42
3 Pyrazine, 2-ethyl-5-methyl- 122 C7H1@N2 013360-64-0 38
4 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 30
5 1,3-Benzenediamine, 4-methyl- 122 C7H16N2 000095-80-7 30
Abundance Scan 1205 (9.175 min): BF131032.D\data.ms (-1201) (-) m/z 60.00 100.00%
60.0
121.0
5000
93.0 143.1
T e
38 8.80 9.00 9.20 9.40

o 1651 2088 n/z 41.10  85.37%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #11275: Benzaldehyde, 4-hydroxy-
121.0
5000 B R B e e e
650 44, 8.80 9.00 9.20 9.40
39.0 ‘ m/z 121.00 83.83%
0\\\‘\\‘\\“i\“\H\‘\i“‘}‘\\m\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11272: Benzaldehyde, 3-hydroxy-
122.0
R A ARSasEEEE
8.80 9.00 9.20 9.40
5000 650 930 m/z 122.80  83.12%
39.0
o0 bl A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11193: Pyrazine, 2-ethyl-5-methyl- e R
121.0 8.80 9.00 9.20 9.40
m/z 73.00 81.87%
5000 39.0
94.0
AL gese ]
bl e | e YA
miz--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.445 226.78 ng 5469000 Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 98
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
3 Butyrovanillone 194 C11H1403 064142-23-0 43
4 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 43
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803 000487-69-4 38
Abundance Scan 1251 (9.445 min): BF131032.D\data.ms (-1241) (-) m/z 151.05 100.00%
154.1
5000 81.1 A_/L
109.0
53.1 R EEEER R
H‘ ‘ 9.20 9.40 9.60 9.80
Ot b el Hw_l”ww [ 74t 2069 n/z 152.05  98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29935: Vanillin
151.0
5000
81.0 9.20 9.40 9.60 9.80
53.0 109.0 m/z 81.10 40.86%
\\‘\ \‘H‘ \‘HM H\ “ |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
152.0
R ARARBERRNEES
9.20 9.40 9.60 9.80
5000 m/z 109.00 27.21%
81.0
109.0
70, |
0“u_Um%‘ﬁMNW‘W SR N BT RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68652: Butyrovanillone T T T T
151.0 9.20 9.40 9.60 9.80
m/z 53.10 22.09%
5000
123.0
\\\‘\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 4-tert-Butyl-2-nitrophenol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.716  26.81 ng 646560  Acenaphthene-di10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butyl-2-nitrophenol 195 C10H13NO3 003279-07-0 94
2 4-tert-Butyl-2-nitrophenol, acetate 237 C12H15NO4 1000514-77-6 83
3 2(3H)-Benzoxazolone, 6-nitro- 180 C7H4N204 004694-91-1 53
4 4,7-Phenanthroline 180 C12H8N2 000230-07-9 50
5 Propenoic acid, 3-(1-ethyl-5-met... 180 C9H12N202 1000272-91-9 50

Abundance Scan 1297 (9.716 min): BF131032.D\data.ms (-1294) (-) m/z 180.10 100.00%

180.1
5000
77 134.0 T ]
51.0 0 405.0 ‘ | poes 9.50 10.00
oHw‘H‘\HMM,J‘H‘Hmu‘w‘uH‘M‘um,w I AL M- m/z 134.00  19.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70034: 4-tert-Butyl-2-nitrophenol
180.0
5000 ] S
9.50 10.00
134.0 m/z 152.00  15.26%
oL sso TOs0 ||
H\‘\H\‘H\\’\\\1‘\\\\‘\\\\‘\\\\‘H\\’\\\\ \\H‘\H\‘H\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #119428: 4-tert-Butyl-2-nitrophenol, acetate
180.0
e A
9.50 10.00
77.00  11.25%
5000 43.0 n/z
77.0 134.0
0180 i L 29T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55357: 2(3H)-Benzoxazolone, 6-nitro- — —
180.0 9.50 10.00
m/z 195.05 11.17%
5000 51.0
78.0 106.0 134.0
04,, T R — oot
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.816 20.82 ng 502068 Acenaphthene-d10 9.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 89
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 64
3 2,5-Dimethylphenylacetic acid 164 C1OH1202 1000342-65-5 46
4 1H-Indole, 5-methoxy-2-methyl- 161 C10H11NO 001076-74-0 35
5 5-Hydroxyindole, N-methyl-, meth... 161 C10H11NO 1000333-38-4 25
Abundance Scan 1314 (9.816 min): BF131032. D\data ms (-1311) (-) m/z 164.10 100.00%
64.1
118.1
91.1
5000
43.1
65. = o
188.1 9.50 10.00
0! bl iyt m/z 146.08  75.56%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 — 5
119.0 9.50 10.00
9 m/z 118.05 68.03%
270 10 ||
0\\\‘\\\\“\\‘U\““\“\\‘\H“\\\\‘\\\‘\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39302: Benzoic acid, 2,4,5-trimethyl-
119.0 164.0
— T
9.50 10.00
5000 390 910 m/z 119.10 62.99%
63.0
0 1A R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39278: 2,5-Dimethylphenylacetic acid = =
119.0 9.50 10.00
m/z 149.05 61.49%
5000
164.0
91.0
39.0 ‘ ‘
65.0
- A S /AT
miz--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\

Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 14 Apocynin

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
o.892 101.08 ng 2437600  Acenaphthene-d1e 5.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CoH1e03 000498-02-2 96

2 Ethanone, 1-(3-hydroxy-4-methoxy... 166
3 Ethanone, 1-(2-hydroxy-4-methoxy... 166
4 Ethanone, 1-[4-(methylthio)phenyl]- 166
5 2',4'-Dihydroxy-3"'-methylacetoph... 166

C9H1003 006100-74-9 95
C9H1003 000552-41-0 74
C9H100S 001778-09-2 72
C9H1003 010139-84-1 68

151.0

Abundance Scan 1327 (9.892 min): BF131032.D\data.ms (-1322) (-)

m/z 151.00 100.00%

5000
123.0 _ L
52‘ 0 - 9.50 10.00
o‘H‘Hm‘uJ‘M‘W“”H?O‘TP“m_u!‘_m_m_ m/z 166.10  44.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42058: Apocynin
151.0
w000 ok 1000
43.0 123.0 m/z 123.00 27.05%
‘ 65.0 o930
0\\\‘\\\\“‘\\w”\‘\\\\‘\\\\‘\1\\‘\\\\‘\\1\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
— ==
9.50 10.00
5000 m/z 52.05 14.76%
123.0
43.0 g5.0
0 j??‘w‘NHWMph‘Np??ﬂ‘l‘w“m“‘ﬁ“h“‘u“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #42258: Ethanone, 1-(2-hydroxy-4-methoxyphenyl)- == =
151.0 9.50 10.00
m/z 43.10 13.78%
- NMXAAU\MAJANwwAJAAng
43.0 108.0
o180 b S0 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF102722.M Mon Nov 07 11:02:32 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl@.298 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.298 184.24 ng 4443120  Acenaphthene-di10 9.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 47
2 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 47
3 Benzenebutanoic acid, 2,5-dimethyl- 192 C12H1602 001453-06-1 45
4 o-Cymene 134 CleH14 000527-84-4 43
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 43
Abundance Scan 1396 (10.298 min): BF131032.D\data.ms (-1385) (- m/z 119.10 100.00%
119.1
5000
91 -0 192 1 T ‘ T T ‘ T
65.0 ' 10.00 10.50
39.1 ol ‘ 155.1
Ot e e e e e m/z 132.05 40.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39690: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
119.0
5000 L= P
10.00 10.50
910 m/z 91.05  25.11%
45.0 ‘ 164.0 ’ )
0\\\\‘\\\\"‘\‘\‘\‘\‘6‘\7\-9\‘”‘\\‘”\“U\\MM\\!\’\\\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66790: Benzenepropanoic acid, .beta.,.beta.-dimethyl-,
119.0
— —
10.00 10.50
5000 m/z 117.10 22.86%
91.0
41.0
S PR SO O O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66659: Benzenebutanoic acid, 2,5-dimethyl- M T
119.0 10.00 10.50
m/z 192.10 16.15%
5000 192.0
270 91.0
0 9 m”14‘\5'0 |
/ Al e — o
miz--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 16 Benzoic acid, 4-(1-methylet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.463 22.63 ng 545731  Acenaphthene-d10 9.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-(1-methylethyl)-... 178 C11H1402 020185-55-1 55
2 4-Amino-2-fluoro-5-methylbenzoni... 178 C10H11FN2 1000511-36-7 43
3 Propofol 178 C12H180 002078-54-8 41
4 Benzene, 1-(1-hydroxyethyl)-4-is... 178 C12H180 040150-92-3 41
5 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 38

Abundance Scan 1424 (10.463 min): BF131032.D\data.ms (-1419) (- m/z 163.05 100.00%
168.1

91.1

-

192.1 10.50
0! m/z 91.10 53.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52688: Benzoic acid, 4-(1-methylethyl)-, methyl ester
163.0
119.0
5000 L
91.0 10.50
59.0 m/z 41.10  48.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52383: 4-Amino-2-fluoro-5-methylbenzonitrile, N,N-dime
163.0
—r
10.50
5000 m/z 55.18  46.05%

?

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52792: Propofol —
163.0 10.50
m/z 77.00 41.73%
5000
117.0
by 10,830 [l sto | L -
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 17 Tributyl phosphate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.610 19.77 ng 476764  Acenaphthene-d10 9.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 91
2 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P 1000298-93-9 56
3 Triisobutyl phosphate 266 C12H2704P 000126-71-6 56
4 Phosphoric acid, dibutyl 3-trifl... 348 C14H28F304P 1000298-93-8 39
5 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 36
Abundance Scan 1449 (10.610 min): BF131032.D\data.ms (-1447) (- m/z 99.00 100.00%
99.0
5000
— —
41"1‘ 155.0 2111 10.50 11.00
obr e b e m/z 41.10  15.83%
m/z--> 50 100 150 200 250 300 350
Abundance #154906: Tributyl phosphate
99.0
5000 —— ——
10.50 11.00
155.0 m/z 57.10 15.71%
57.0 211.0
0\\“\‘\““‘\\\\ \‘“\“\‘\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #260882: Phosphoric acid, dibutyl 1,1-dimethyl-2,2,3,3-te
99.0
—— —
10.50 11.00
5000 m/z 155.00  15.33%
41.0 155.0
0 \“ \“M T [ R P 225.0 2970 337.0
el b
m/z--> 50 100 150 200 250 300 350
Abundance #154911: Triisobutyl phosphate T —
99.0 10.50 11.00
m/z 125.00 8.21%
5000
57.0 155.0
o150 2o ot
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 18 unknownl2.069 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.069 72.61 ng 2113410  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 3,3... 210 C13H2202 087753-77-3 25
2 1H-Pyrrole, 4-ethyl-2,3-dimethyl- 123 C8H13N 000491-18-9 22
3 Phenacetin 179 C10H13NO02 000062-44-2 14
4 5-Fluoro-2-methylbenzoic acid 154 C8H7F02 033184-16-6 14
5 Succinic acid, 3-chlorophenyl (2... 336 C18H21Cl04 1000391-42-1 14

Abundance Scan 1697 (12.069 min): BF131032.D\data.ms (-1691) (- m/z 57.10 100.00%
57.1

109.1
5000
12.00 |
197.1 . :
o 236.1  276.: m/z 41.10 63.10%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #87439: Cyclopentanecarboxylic acid, 3,3-dimethyl-4-me

-

57.0
5000 109.0 - ‘
12.00
29.0 154.0 m/z 109.10 61.68%
0 ‘\h‘\\‘i“\\‘\H“‘\“\‘\\H“‘u‘\‘”\‘\‘HH‘H\M\H“\‘H\\“\]9\5‘.\0\\\’\\\\‘\\H’HH‘\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #11675: 1H-Pyrrole, 4-ethyl-2,3-dimethyl-
108.0
T T T
12.00
5000 m/z 127.10  58.97%
67.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #53628: Phenacetin T ‘
108.0 12.00
m/z 108.10 56.82%
179.0
5000 137.0
43.0 goo
O‘\\H"H‘U\“”H\‘UHH‘\“H‘H\N‘\H\‘HH}\H\‘HH’HH‘HH’HH‘\ =
m/z--> 20 40 60 80 100120140160 180200220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 19 Todomatuic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.422  28.24 ng 821854  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Todomatuic acid 252 C15H2403 017844-07-4 64
2 (R-(R*,R*))-4-(1,5-Dimethyl-3-o0ox... 252 C15H2403 006753-22-6 38
3 4-Azaindol-2(3H)-one 134 C7H6N20 032501-05-6 38
4 1H-Purine, 6-methyl- 134 C6H6N4 002004-03-7 38
5 3-Hydroxy-4-methylbenzoic acid 152 C8H803 000586-30-1 30
Abundance Scan 1757 (12.422 min): BF131032.D\data.ms (-1752) (-] | m/z 134.00 100.00%
57.1 134.0
5000
1.1 —
‘ H‘ 12.50
y— m/z 57.10  98.67%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #138164: Todomatuic acid
134.0
5000 T
57.0 12.50
234.0 m/z 152.05  61.74%
1.0 177.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138187: (R-(R*,R*))-4-(1,5-Dimethyl-3-oxohexyl)-1-cyclc
134.0
——
12.50
5000 57.0 m/z 41.10 58.83%
234.0
‘ ‘ “101 ‘1770
g 1 O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17421: 4-Azaindol-2(3H)-one T
134.0 12.50
m/z 107.10 55.75%
5000 105.0
52.0
S ——— —
miz--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 1,2-Benzisothiazol-3(2H)-one Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.698 21.70 ng 411178  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 72
2 2(1H)-Pyridinone, 1-cyclohexyl-3... 233 C15H23NO 082754-44-7 72
3 2,4'-Dihydroxy-3"'-methoxyacetoph... 182 C9H1004 018256-48-9 64
4 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 56
5 3-Hydroxymethylbenzamide 151 C8H9NO2 126926-34-9 53

Abundance Scan 2144 (14.698 min): BF131032.D\data.ms (-2141) (-] | m/z 151.00 100.00%
151.0
5000 ﬂk
1450 1500
52.1 108. : :
0okt ? L fer1 2464 3021 358 ; 123.00  12.48%
m/z--> 50 100 150 200 250 300 350
Abundance #28653: 1,2-Benzisothiazol-3(2H)-one
151.0
5000 — -
96.0 14.50 15.00
m/z 152.00 9.17%
50.0
[\ \“\‘}“‘\HM“\“1““‘\ \“\ R L e
m/z--> 50 100 150 200 250 300 350
Abundance #115064: 2(1H)-Pyridinone, 1-cyclohexyl-3,4,5,6-tetrame
151.0
— —
14.50 15.00
5000 m/z 52.10 8.04%
ol 19 1089 | 1900 2830
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #57558: 2,4'-Dihydroxy-3'-methoxyacetophenone e ey
151.0 14.50 15.00
m/z 108.00 7.40%
5000
20 wmo
o - -
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131032.D

Acqg On : 05 Nov 2022 22:05
Operator : CG\JU

Sample : N5340-07

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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|
Butane, 2-metho... 2.187 62.9 ng 1763100 1 6.904 560751 20.0
1,3,5,7-Cyclooc... 5.740  23.9 ng 668851 1 6.904 560751 20.0
unknown6.963 6.963 27.3 ng 765205 1 6.904 560751 20.0
1-Heptene, 3-me... 6.975 39.9 ng 1119630 1 6.904 560751 20.0
Heptanoic acid 7.369 30.9 ng 867117 1 6.904 560751 20.0
(+)-2-Bornanone 7.940 31.8 ng 2128250 2 8.187 1337200 20.0
endo-Borneol 8.116 75.3 ng 5037520 2 8.187 1337200 20.0
Benzoic acid, 2... 9.104 20.5 ng 494962 3 9.951 482318 20.0
Benzoic acid, 2... 9.139 18.5 ng 445175 3 9.951 482318 20.0
Benzaldehyde, 4... 9.175 22.3 ng 538035 3 9.951 482318 20.0
Vanillin 9.445 226.8 ng 5469000 3 9.951 482318 20.0
4-tert-Butyl-2-... 9.716 26.8 ng 646560 3 9.951 482318 20.0
Benzoic acid, 2... 9.816 20.8 ng 502068 3 9.951 482318 20.0
Apocynin 9.892 101.1 ng 2437600 3 9.951 482318 20.0
unknown10.298 10.298 184.2 ng 4443120 3 9.951 482318 20.0
Benzoic acid, 4... 10.463 22.6 ng 545731 3 9.951 482318 20.0
Tributyl phosphate 10.610 19.8 ng 476764 3 9.951 482318 20.0
unknownl12.069 12.069 72.6 ng 2113410 4 11.445 582093 20.0
Todomatuic acid 12.422 28.2 ng 821854 4 11.445 582093 20.0
1,2-Benzisothia... 14.698 21.7 ng 411178 5 14.092 379031 20.0
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