LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc :

ALS vial : 8 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127563.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.281 164 169 182 rBV 56855 113240 1.96% 0.236%
2 5.234 490 501 509 rBV5 47184 171478 2.96% 0.357%
3 5.457 537 539 554 rBV 706229 939881 16.23%  1.958%
4 5.669 571 575 580 rVvB4 40834 72135 1.25% 0.150%
5 6.098 645 648 652 rBV2 47952 58684 1.01% 0.122%
6 6.487 711 714 721 rBV 352325 686677 11.86% 1.431%
7 6.645 738 741 744 rBV2 60828 67535 1.17% 0.141%
8 6.7106 749 752 759 rVB6 74236 114205 1.97% 0.238%
9 6.828 768 772 777 rBV 533798 527580 9.11% 1.099%
106 6.898 777 784 789 rBV3 179689 335502 5.79% 0.699%
11 7.098 813 818 821 rBV 104538 118886 2.05% 0.248%
12 7.169 827 830 836 rvB3 77082 89510 1.55% 0.187%
13 7.222 836 839 841 rBV2 97470 108636 1.88% 0.226%
14 7.281 841 849 852 rVV3 265252 434692 7.51% 0.906%
15 7.310 852 854 860 rVB2 125693 135549  2.34% 0.282%
16 7.404 863 870 872 rBV 1937089 1994715 34.45% 4.156%
17 7.422 872 873 877 rVB 785052 606744 10.48%  1.264%
18 7.522 885 890 893 rBV5 70545 111483 1.93% 0.232%
19 7.581 893 900 903 rBv4 229518 307048 5.30% 0.640%
20 7.651 909 912 916 rBV2 140759 227034 3.92% 0.473%
21 7.698 916 920 923 rVB2 217471 241340 4.17% 0.503%
22 7.734 923 926 930 rVB3 124559 168103 2.90% 0.350%
23 7.798 931 937 939 rBvV 114749 138253 2.39% 0.288%
24 7.834 939 943 944 rBV3 148607 191342 3.30% 0.399%
25 7.863 944 948 951 rVB 1290881 1242611 21.46% 2.589%
26 7.922 953 958 959 rBv2 321858 435417 7.52% 0.907%
27 8.028 973 976 982 rBV3 726294 1137063 19.64% 2.369%
28 8.081 982 985 988 rVv2 165593 211609 3.65% 0.441%
29 8.116 988 991 993 rVV 755135 711364 12.29% 1.482%
30 8.145 993 996 999 rVV 2610404 2399023 41.43% 4.999%
31 8.210 1005 1007 1011 rVB3 107193 100124 1.73% 0.209%
32 8.251 1011 1014 1016 rBV2 442768 467808 8.08% 0.975%
33 8.269 1016 1017 1021 rVB2 390768 274253 4.74% 0.571%
34 8.310 1021 1024 1027 rVB4 65170 75397 1.30% 0.157%
35 8.357 1027 1032 1039 rVB7 294450 565766  9.77% 1.179%
36 8.410 1039 1041 1042 rBV 63964 62633 1.08% 0.131%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc :

ALS vial : 8 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.451 1045 1048 1052 rVB4 82943 114172 1.97% 0.238%
38 8.492 1053 1055 1058 rBvV2 131493 142099 2.45%  0.296%
39 8.528 1058 1061 1063 rBV 228084 209550 3.62% 0.437%
40  8.551 1063 1065 1066 rVV 163617 140669 2.43% 0.293%
41  8.575 1066 1069 1074 rVV5 212049 381205 6.58% 0.794%
42 8.610 1074 1075 1081 rVB3 139631 145159 2.51% 0.302%
43  8.663 1081 1084 1087 rVB3 112561 108408 1.87% 0.226%
44  8.692 1087 1089 1092 rBV2 91690 90978 1.57% 0.190%
45  8.722 1092 1094 1096 rBv2 130314 106837 1.85% 0.223%
46  8.745 1096 1098 1101 rVB4 108046 87600 1.51% ©.183%
47  8.792 1104 1106 1111 rVB4 128091 167591 2.89% 0.349%
48 8.839 1111 1114 1118 rBV5 151491 278682 4.81% 0.581%
49 8.881 1118 1121 1123 rVB 309940 264039 4.56% 0.550%
50 8.916 1123 1127 1134 rVB4 258853 454281 7.85% 0.947%
51 8.986 1134 1139 1141 rBV4 261523 412058 7.12% ©.859%
52 9.016 1141 1144 1148 rVB3 252523 312975 5.41% 0.652%
53 9.057 1148 1151 1153 rBV3 190296 178562 3.08% 0.372%
54 9.092 1153 1157 1161 rBV4 256704 317971 5.49% 0.663%
55 9.133 1162 1164 1166 rBV2 113698 100757 1.74% 0.210%
56 9.192 1170 1174 1177 rVB 3190930 2833202 48.93% 5.903%
57 9.257 1182 1185 1186 rBV2 96782 76954 1.33% 0.160%
58 9.292 1186 1191 1193 rBV 558474 710210 12.27% 1.480%
59 9.357 1197 1202 1205 rBV 2000764 2295245 39.64% 4.782%
60 9.428 1212 1214 1217 rVB3 117406 104983 1.81% 0.219%
61 9.481 1220 1223 1224 rVV3 99240 89040 1.54% 0.186%
62 9.498 1224 1226 1227 rVV2 115147 103825 1.79% 0.216%
63 9.539 1231 1233 1238 rVV3 318044 502859 8.68% 1.048%
64 9.610 1242 1245 1249 rVV3 202633 330649 5.71% 0.689%
65 9.645 1249 1251 1256 rVB 393629 379707 6.56% 0.791%
66 9.739 1265 1267 1271 rVB3 151913 164416 2.84% 0.343%
67 9.781 1272 1274 1276 rBV2 66784 67472 1.17% 0.141%
68 9.810 1276 1279 1282 rVV 702300 628160 10.85% 1.309%
69 9.839 1282 1284 1287 rVB2 191954 164863 2.85% 0.344%
70 9.875 1287 1290 1293 rBV 688839 619154 10.69% 1.290%
71 10.104 1327 1329 1335 rVB 579385 600051 10.36% 1.250%
72 10.228 1337 1350 1354 rBV 2210853 5790337 100.00% 12.065%
73 10.480 1387 1393 1395 rBv4 228367 365120 6.31% 0.761%
74 10.504 1395 1397 1405 rVB3 220511 245308 4.24% 0.511%
75 10.669 1422 1425 1429 rVB 1457621 1311560 22.65% 2.733%
76 10.757 1438 1440 1446 rVB2 88672 82056 1.42% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc :

ALS vial : 8 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 10.998 1479 1481 1488 rVB2 158088 240786 4.16% 0.502%
78 11.251 1522 1524 1529 rVB3 203915 198880 3.43% 0.414%
79 11.298 1530 1532 1535 rBV2 81692 78516 1.36% 0.164%
80 11.369 1540 1544 1546 rVV 564214 510623 8.82% 1.064%
81 11.722 1600 1604 1606 rBvV2 224753 301565 5.21% 0.628%
82 11.745 1606 1608 1611 rVB 372749 282169 4.87% 0.588%
83 11.898 1631 1634 1641 rVB3 132475 197921 3.42% 0.412%
84 11.992 1643 1650 1653 rBV 1845682 2707200 46.75% 5.641%
85 12.069 1660 1663 1668 rVB 244892 196592 3.40% 0.410%
86 12.122 1668 1672 1676 rBV 465614 556129 9.60% 1.159%
87 12.357 1706 1712 1725 rBV 1042692 1492641 25.78% 3.110%
88 12.674 1764 1766 1775 rVB4 105296 120530 2.08% 0.251%
89 12.874 1798 1800 1803 rVB 104332 82272 1.42% 0.171%
90 12.951 1809 1813 1816 rVB 1982840 1717050 29.65% 3.578%
91 13.333 1875 1878 1884 rBV 373416 406434 7.02% 0.847%
92 13.816 1957 1960 1963 rVV 192706 185689 3.21% 0.387%
93 13.845 1963 1965 1970 rVB2 136024 136750 2.36%  0.285%
94 14.016 1992 1994 1997 rBV 490133 431399 7.45% 0.899%
95 14.045 1997 1999 2007 rVB2 114916 144390 2.49% 0.301%
96 14.615 2093 2096 2104 rVB 315653 345776  5.97% 0.720%

97 15.504 2243 2247 2256 rVB 400199 538844 9.31% 1.123%

Sum of corrected areas: 47994240
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032922\

BF127563.D
: 29 Mar 2022 14:10
: CG\JU
: N2154-01
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF127563.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
BF127563.D

: 29 Mar 2022 14:10

: CG\JU

: N2154-01

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 unknown6.898

6.898

Concentration Rank 18

EstConc Area Relative to ISTD R.T.
12.72 ng 335502 1,4-Dichlorobenzene-d4 6.834
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502

959012-82-9 40

2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 38
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38
4 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 38
5 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 37
Abundance Scan 784 (6.898 min): BF127563.D\data.ms (-777) (-) m/z 57.10 100.00%
57.1
5000
83.1
119.1 ot T
‘ ‘ ‘ 6.60 6.80 7.00 7.20
Obrrr oot bl L b0 m/z 43.85  50.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #167739: 2-Ethyl-1-hexanol, pentafluoropropionate
57.0
5000 UL L B I NI AL R
6.60 6.80 7.00 7.20
83.0 o
m/z 41.05 44.74%
290 1190 /
0 ‘ l | 147.0 177.0 203.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
R RRERRRAR
6.60 6.80 7.00 7.20
5000 m/z 55.05 36.62%
29.0 83.0
W H \‘ h | 112.0
0 bbb e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14545: Heptane, 3,5-dimethyl- RARAREE
57.0 6.60 6.80 7.00 7.20
m/z 83.10 27.68%
5000
29.0 99.0
NN O SN B SO V7 1Y P
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\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknown7.281 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.281 16.48 ng 434692  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 49
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 46
3 Butanoic acid 88 C4H802 000107-92-6 43
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43
5 Hexanoic acid, 6-bromo- 194 C6H11Bro02 004224-70-8 43
Abundance Scan 849 (7.281 min): BF127563.D\data.ms (-841) (-) m/z 60.00 100.00%
60.0

5

5000
43.0
%1 1081 Lo A AU
7.00 7.20 7.40 7.60
137.1
(| BE—— uw Lottt “v‘“hu " H oSt m/z 73.05  40.43%
miz--> 20 40 60 80 100 120 140
Abundance #4774 Pentanoic acid
60.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
7.00 7.20 7.40 7.60
41.0 m/z 43.05 36.18%
O \\\’\‘M\\“m\‘\\‘1“\\\‘\‘8\7‘\.0\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #4824 Butanoic acid, 3-methyl-
60.0
R a R
7.00 7.20 7.40 7.60
m/z 41.10 34.74%
5000 21.0
‘ 87.0
o 20 Ul o oo
miz-> 20 40 60 80 100 120 140
Abundance #2274 Butanoic acid A R

60.0 7.00 7.20 7.40 7.60
m/z 79.10 28.45%

5000

=

‘ 88.0

m/z--> 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\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.863 34.94 ng 1242610 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 97
3 Camphor 152 C10H160 000076-22-2 96
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 58
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 46
Abundance Scan 948 (7.863 min): BF127563.D\data.ms (-944) (-) m/z 95.10 100.00%
95.1
411
5000
69.1
152.1 e SR EEEns e
‘ ‘ ‘ ‘ L 1301 7.60 7.80 8.00 8.20
ol ettty ol BRSO0SSES L m/z 81.10  63.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S;
95.0
41.0
5000
690 7.60 7.80 8.00 8.20
152.0 m/z 41.1@ 55.17%
5150 1280 ‘
- \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29113: (+)-2-Bornanone
95.0
A RARESEE R
7.60 7.80 8.00 8.20
5000 41.0 m/z 55.10 41.13%
69.0 152.0
0 \1\5\'?\‘1‘\ il ‘ \‘hu ALl \‘M‘, \ \‘\ ;‘2:\3\0\ e e
miz--> 20 40 60 80 100 120 140 160
Abundance #29050: Camphor T
41.0 95.0 7.60 7.80 8.00 8.20
m/z 108.10 34.76%
5000 69.0
152.0
- i “M il M ul h Jl12to ‘ -
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknown7.922

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.922 12.24 ng 435417  Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 35
2 Acetamide, N-(2-hydroxyethyl)- 103 C4HONO2 000142-26-7 27
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 27
4 Heptanoic acid 130 C7H1402 000111-14-8 27
5 Pentanoic acid 102 C5H1002 000109-52-4 14

Abundance Scan 958 (7.922 min): BF127563.D\data.ms (-953) (-)

m/z 43.05 100.00%

43.0
5000
4.0122.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ ‘ ‘ ‘ 7.60 7.80 8.00 8.20
ol u“w‘“w‘h‘wM e M/Z 60.08 75.82%
mlz--> 50 100 150 200 250 300 350
Abundance #24059: Octanoic acid
6Q.0
5000 L L L L B R R
7.60 7.80 8.00 8.20
01.0 m/z 41.10 59.17%
g | o] ] 1000
[ s ""\‘\H\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #5151: Acetamide, N-(2-hydroxyethyl)-
43.0
R
7.60 7.80 8.00 8.20
5000 m/z 71.05 52.79%
5.0
o)
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt R
60.0 7.60 7.80 8.00 8.20
m/z 55.10 48.50%
127.0
- WLM
oL WUl 2160 2730 SSHL Al M
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Bicyclo[2.2.1]heptan-2-01, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.028 31.97 ng 1137060  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-01, 1,7,7... 154 C1@H180 000464-45-9 83
2 endo-Borneol 154 C10H180 000507-70-0 78
3 5,6-Dibromo-5-methyl-hex-1-ene 254 C7H12Br2 1000192-24-6 64
4 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 64
5 Furan, 2-ethyl-5-methyl- 110 C7H1e0 001703-52-2 59

Abundance Scan 976 (8.028 min): BF127563.D\data.ms (-973) (-) m/z 95.10 100.00%

95.1

5000

?

411 670 T [T [ T[T 1Tt
‘“ 139.0 7.80 8.00 8.20 8.40

‘H“_MJM‘MMMWm”‘mh‘w“w“u“‘u“u“u“_ m/z 41.10 20.11%
miz—-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #31315: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-el
95.0

o

%

5000 L B L L LI B
7.80 8.00 8.20 8.40
m/z 55.10 16.35%
410 67.0 139.0
0 ‘\\\\“M\\\‘\“\“\‘\\H“N\WH‘\\‘\\“\\\M[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30953: endo-Borneol
95.0
R AANEEEEEY
7.80 8.00 8.20 8.40
5000 ITI/Z 43.10 15.06%
41.0
| ‘670 139.0
O bl Bl il e 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #141162: 5,6-Dibromo-5-methyl-hex-1-ene B ARRmEEEEEE
95.0 7.80 8.00 8.20 8.40
m/z 110.10 12.77%
5000
55.0
134.0
0 27 0 M \\‘ u I 175.0 215.0
‘H"_“w“H“H"H“_“w“u“u“u“_“W‘ A S TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40

8270-BF032122.M Wed Mar 30 16:25:19 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10

Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 6 Bicyclo[3.1.1]hept-3-en-2-0... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.251 13.15 ng 467808 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]hept-3-en-2-one, 4...

2 Bicyclo[3.1.1]hept-3-en-2-one, 4..

3 D-Verbenone

4 Bicyclo[3.1.1]hept-2-en-6-one, 2...
5 1,3-Cyclopentadiene, 1,2,5,5-tet...

Abundance Scan 1014 (8.251 min): BF127563.D

5000

0,
m/z--> 20

5000

15.0 |,

o

40

39.0

e i L

1oy
80.0

& L.
I Ll

150 C10H140

. 150 C1eH140

150 Cl1eH140
150 C1eH140
122 CO9H14

\data.ms (-1011) (-)
A

135.1

_ 155.2

60 80 100 120 140 160
Abundance #27696: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-, (;

107.0

80.0

135.0

\ 1J2 0

m/z--> 20

5000

m/z--> 20
Abundance

5000

m/z--> 20

40

60 80 100 120 140 160
Abundance #27669: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-

107.0

63 ‘\ ‘\ ‘ 1l \‘\

135.0

60 80 100 120 140 160

#27428: D-Verbenone
107.0

135.0

001196-01-6 98
000080-57-9 93
018309-32-5 90
000473-06-3 90
004249-12-1 50

m/z 107.05 100.00%

=

8.00 8.20 8.40 8.60
m/z 91.10  75.56%

=

8.00 8.20 8.40 8.60
m/z 135.05 54.99%

3

8.00 8.20 8.40 8.60
m/z 39.00 48.64%

3

8.00 8.20 8.40 8.60
m/z 41.10 47.79%

3

H‘ “ l ‘\2.0

60 80 100 120 140 160

8270-BF032122.M Wed Mar 30 16:25:20 2022

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 7 exo-2-Hydroxycineole

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.357 15.91 ng 565766  Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 exo-2-Hydroxycineole 170 C10H1802 092999-78-5 94
2 2-Oxabicyclo[2.2.2]octan-6-0l1, 1... 170 C10H1802 018679-48-6 93
3 Bicyclo(3.1.1)heptane-2,3-diol, ... 170 C10H1802 053404-49-2 76
4 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 35

5 2-Oxabicyclo[2.2.2]octan-6-01, 1... 212 C12H2003

Abundance Scan 1032 (8.357 min): BF127563.D\data.ms (-1027) (-)

057709-95-2 32

m/z 43.00 100.00%

43.0
108.1
5000 71.1
126.1
R R SRR S A
8,%} 8.00 8.20 8.40 8.60
o‘,ww‘;‘:‘m‘ % Wy 2462 200 teg.10  57.38%
miz--> 20 40 60 80 100 120 140 160
Abundance #44971: exo-2-Hydroxycineole
43.0
108.0
126.0
5000
8.00 8.20 8.40 8.60
m/z 71.10 48.46%
26.0 ‘ “ 170.0
0\’\“‘\‘\{‘ \\‘\“\“ “H H‘!\‘“\“\\“\“\\\\‘\\‘\\‘
miz--> 20 40 100 120 140 160
Abundance #45202: 2—Oxab|cyclo[2.2.2]octan—6—ol, 1,3,3-trimethyl-
43.0
108.0 R o ReET R
71.0 126.0 8.00 8.20 8.40 8.60
5000 m/z 41.10 47.55%
170.0
obzsp Ll 2 1520 |
miz--> 20 40 60 80 100 120 140 160
Abundance #45216: Bicyclo(3.1.1)heptane-2,3-diol, 2,6,6-trimethyl- R EAama AR
43.0 8.00 8.20 8.40 8.60
108.0 » m/z 69.10  43.05%
71.0 6.0
5000
170.0
bz L Ll o ‘q seo | LTl
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF032122.M Wed Mar 30 16:25:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10

Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 8 unknown8.916 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.916 12.77 ng 454281  Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[2.2.1]heptan-2-one, oxime 125 C7H11NO 1000142-10-9 25
2 Pentenyl tiglate, 2E- 168 C10H1602 1000383-58-8 22
3 Bicyclo[2.2.2]octane, 2-chloro- 144 C8H13Cl 033649-79-5 22
4 3-Cyclopentylpropionic acid, cyc... 210 C13H2202 1000293-36-7 22
5 Pyrazine, 2,3-dimethyl- 108 C6H8N2 005910-89-4 18

Abundance Scan 1127 (8.916 min): BF127563.D\data.ms (-1123) () m/z 83.10 100.00%
83.1

e EARmmEESs ST
8.60 8.80 9.00 9.20
0+ m/z 67.05 95.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12404: Bicyclo[2.2.1]heptan-2-one, oxime
67.0
41.0
5000 1250 L L R IR B
96.0 8.60 8.80 9.00 9.20
' m/z 101.10 55.40%
0 15.0 IL
T \\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #42995: Pentenyl tiglate, 2E-
550 830
A ARRmaEEs ST,
8.60 8.80 9.00 9.20
5000 m/z 55.00 54.94%
123.0
0 \H‘HH,“H“\ ‘\H\\‘“1‘\\‘\“\\1\‘1“\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24043: Bicyclo[2.2.2]octane, 2-chloro- e EARmmEESs ST
67.0 8.60 8.80 9.00 9.20
m/z 41.10 54.58%
5000 39.0
108.0
8. | ‘ ‘ 144.0
o e b e e RS S
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF032122.M Wed Mar 30 16:25:25 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 3,5-Dimethylphenylacetic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.292 22.94 ng 710210  Acenaphthene-die 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 91
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 64
4 o-Cymene 134 C10H14 000527-84-4 64
5 p-Cymene 134 C1oH14 000099-87-6 64

Abundance Scan 1191 (9.292 min): BF127563.D\data.ms (-1186) (-) m/z 119.10 100.00%
1

19.1
5000
91'1 164-1 \\\‘\\\\‘\\\\‘\\\\’\\\\
390 65.0 ‘ 9.00 9.20 9.40 9.60
o S el YIS ‘MM AL L m/z 91.10 27.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39277: 3,5-Dimethylphenylacetic acid
119.0
5000 L B L B L LN B
164.0 9.00 9.20 9.40 9.60
91.0 m/z 164.10  23.92%
39.0
0 T \.‘ \‘\ T \‘[‘\‘\“\‘\?‘\5‘.\0\ \‘H‘ T \‘\ T ‘H‘\ \‘\hl‘\ T \]-‘4.\5\.0\\ ‘ \‘\ T ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
e T
9.00 9.20 9.40 9.60
5000 m/z 117.10 16.28%
91.0 ‘
41.0 65.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39221: Ethyl 4-methylbenzoate R AR RS
119.0 9.00 9.20 9.40 9.60
m/z 77.05 12.06%
5000
91.0 164.0
0 39\.0 eﬁ.o h‘\ ‘ ‘ L ‘w
R R A e T
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF032122.M Wed Mar 30 16:25:27 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Vanillin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.357 74.14 ng 2295250  Acenaphthene-d10 9.875

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 Benzaldehyde, 2,6-dihydroxy-4-me... 152 C8H803 000526-37-4 47
4 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 46
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803 000487-69-4 43

Abundance Scan 1202 (9.357 min): BF127563.D\data.ms (-1197) (-) m/z 151.05 100.00%
151.1

5000

-

81.1
53.0 109.1 SN A ———
m | ‘ | 9.00 9.20 9.40 9.60
obrerrerd e M L L1730 2070 is) 05 96.54%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #29935: Vanillin
151.0
5000 U L LA B B I
81.0 9.00 9.20 9.40 9.60
53.0 109.0 m/z 81.10  38.46%
O TTT ‘ TTT \““‘\ \“H‘\ ““\“‘\ T \H} TT \ \ ‘ T !‘\ T ’ \ TT \ ‘ TT ‘\ ‘ TTTT ‘ TTTT ‘ TTTT
miz—-> 20 40 60 80 100 120 140 160 180 200

Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0

-

9.00 9.20 9.40 9.60

5000 m/z 109.10  24.21%
81.0
”o. 53.0 109.0
0 Hu_m\‘ “‘Hw”m”; m_!‘u,ww S—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30060: Benzaldehyde, 2,6-dihydroxy-4-methyl- e
151.0 9.00 9.20 9.40 9.60
m/z 53.00 22.73%
5000
530 77.0 106.0
0 m‘HH‘Ml“ww”‘h“‘_H‘W‘m,m‘wu‘Wm_m_m e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF032122.M Wed Mar 30 16:25:28 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10

Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 11 8-Hydroxycarvotanacetone Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
o539 16.24ng 502850 Acenaphthene-die 5.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
""" ;;L;;;L;QQ;L;;;;;Q;;.;""""""iéé'éié;.iéc};'"""éé;;iiiééii 53

+) 5-(1-Hydroxy-1- methylethyl 168 C10OH1602
4-Fluorophenyl)-2-methyl-2-pr. 168 C1OH13FO
ydr‘oxy 4-hydroxymethyl-1-(1-h. 186 C10H1803
eta.H,5.alpha.H-Eudesman-11- ol 224 C15H280

060593-11-5 45
002928-17-8 37
087096-72-8 25
031756-53-3 25

uih wNnPE
-bu‘ll—\moo
D’I/\/‘\I

Abundance Scan 1233 (9.539 min): BF127563.D\data.ms (-1231) (-) m/z 59.10 100.00%

59.1
5000 95.1
19.1
T \
JJ ‘ 164‘1.1 9.50
O 380 e M b Wk oy L 1961y 95 10 44.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43006: 8-Hydroxycarvotanacetone
59.0 110.0
5000 — ‘
9.50
m/z 110.10 44.16%
82.0 150.0
O\\\\‘\3\1\(\)““1‘\”\i\”‘\\\‘w\\\\‘\ \\‘\\\‘\“\\“\‘\‘\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #43227: S-(+)-5-(1-Hydroxy-1-methylethyl)-2-methyl-2-cy
59.0

%

9.50
5000 110.0 m/z 109.10  29.86%
31. OH 82.0 150.0
‘ | \h\ Wy \H‘ L i ‘
SR A | W S N VR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42956: 15(40Fluorophenyl) 2-methyl-2-propanol —— ‘

9 9.50

m/z 119.10  27.24%

1100
5000
31.0
‘ 83.0 153.0
Y O S P O |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

8270-BF032122.M Wed Mar 30 16:25:30 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 12 Ethanol, 2-[2-(2-butoxyetho...

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.645 12.27 ng 379707  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803
3 Hexane, 1,2,3-trimethoxy- 176 C9H2003
4 Triethylene glycol 150 C6H1404

5 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203

Abundance Scan 1251 (9.645 min): BF127563.D\data.ms (-1249) (-)

000143-22-6 91
000112-34-5 78
020637-29-0 72
000112-27-6 64
000929-37-3 59

m/z 45.10 100.00%

45.1
- \AJxMWwaﬁkyxfywhA
89.0 LT L
Ll 1191 151 1781 p070 P
O bl et e S S e S S e m/z 57.10 55.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 — —
9.50 10.00
89.0 m/z 41.10  21.24%
o 23.‘g£ 79 | 111901440 1750
\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
— —
9.50 10.00
5000 ITI/Z 89.05 16.41%
15.0 75.0
‘ \ | 1090 1320
o S R R e SRR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51501: Hexane, 1,2,3-trimethoxy- —— —T—
45.0 9.50 10.00
m/z 56.05 15.57%
- | \WmﬂMANMﬂAMNJM«MWAA
Ol rerr bl b 1310 620 I
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF032122.M Wed Mar 30 16:25:31 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 13 Apocynin Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.810  20.29 ng 628160  Acenaphthene-die 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 95
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 94
3 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 74
4 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S 001778-09-2 72
5 2',4'-Dihydroxy-3"'-methylacetoph... 166 C9H1003 010139-84-1 68

Abundance Scan 1279 (9.810 min): BF127563.D\data.ms (-1276) (-}  m/z 151.05 100.00%
150.1

5000 K
123.1 ‘ A

T
431650 o 9.50 10.00
0o il 2o b 7B 2090 66 10 45.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42057: Apocynin
151.0
5000 T
9.50 10.00
123.0 m/z 123.10 24.82%
43.0
15.0 | 5.0 93.0 |
O\\\‘\\\\‘\\“\M\“‘\“\\\M"\\\\‘\\\\‘\\\}‘\\1\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
950 1000
5000 m/z 43.10 12.96%

123.0
43.0 650
0 %ﬁ?u“ﬂuW‘WHJygge‘M“H‘lw‘lw‘u“u“_“
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #42251: Ethanone, 1-(2-hydroxy-4-methoxyphenyl)-
151.0 9. 50 10 00

m/z 52.00 12.86%

5000
43.0
65.0 108.0
0 YT | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 lO 00

8270-BF032122.M Wed Mar 30 16:25:32 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

Quant Title

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

BF©32122.M

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 unknownl©.104

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.104 19.38 ng 600051  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2(3H)-Furanone, dihydro-5,5-dime... 184 C10H1603
2 4-Hexenoic acid, 2-acetyl-2,5-di... 212 C12H2003
3 1-(4-Methyl-5-methylamino-thioph... 169 C8H11NOS
4 6-methyl-1,2,3,4,5,6,7-[1,2,3]tr... 169 C3H3N702
5 Propanedioic acid, 2-propenyl-, ... 200 C10H1604

Abundance Scan 1329 (10.104 min): BF127563.D\data.ms (-1327) (-
3.0

004436-81-1 22
003132-71-6 17
1000275-72-3 9
1000444-20-2 9
002049-80-1 9

m/z 43.00 100.00%

20 WJM
169.1 T ‘ T T ‘ T
“H650 ‘ ‘ ‘ 10.00 10.50
Ok e bl 11RO 11 “ btk 1921 7 169.10 25.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58431: 2(3H)-Furanone, dihydro-5,5-dimethyl-4-(3-oxob
43.0
5000 ey e
98.0 10.00 10.50
m/z 55.10 20.14%
‘ ‘ 1270 1660
O\‘\\\\‘J\\\M\H‘\‘U‘\\“H\‘\\‘\“‘\‘\‘\‘\‘\“‘\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #89570: 4-Hexenoic acid, 2-acetyl-2,5-dimethyl-, ethyl es
43.0
—— —
10.00 10.50
5000 123.0 m/z 52.60 17.68%
69.0
95.0 169.0
Ow‘lu“,‘:u ‘Hw‘ ‘MM“J“M 0 L2120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44773: 1-(4-Methyl-5-methylamino-thiophen-2-yl)-ethan T —
43.0 10.00 10.50
127.0 m/z 111.10 17.30%
5000 169.0
65.0 94.0 ‘
0"H"wﬁmﬂhMM"HUJ\H“‘ﬂu“u“‘uh“u“‘u“‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BF032122.M Wed Mar 30 16:25:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 15 7-Methoxymethyl-2,7-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.227 187.04 ng 5790340 Acenaphthene-d1e 5.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160
2 Benzenebutanoic acid, 2,5-dimethyl- 192 C12H1602

3 p-Cymene 134 C10H14
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14
5 o-Cymene 134 C10H14

Abundance Scan 1350 (10.228 min): BF127563.D\data.ms (-1337) (-]

073992-48-0 64
001453-06-1 45
000099-87-6 43
000535-77-3 43
000527-84-4 43

m/z 119.10 100.00%

119.1
5000
91.0
‘ 1922 1000 1050
39.1 65.0 1451 : :
o""_"mwmm‘M‘m‘ww‘w‘hfn}‘??;‘l_m_‘ m/z 132.65  40.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39715: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-t
119.0
5000 —— —r—=
91.0 10.00 10.50
410 oo m/z 91.05 27.07%
O [T \“‘”\‘\“1‘\“‘\“\‘} \‘H‘ T \‘1‘\ “\H\ \‘“l T \‘!‘\%\4\9\.\0‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66659: Benzenebutanoic acid, 2,5-dimethyl-
119.0
= —
10.00 10.50
m/z 117.10  21.89%
5000 192.0
27.0 90
1.0 |145.0
0- A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16992: p-Cymene P =T
119.0 10.00 10.50
m/z 192.15 17.19%
5000
91.0 ‘
41.0
0\;§9m\NL\HﬁﬁpﬁwHkuw\wwu\uw\u‘\u\‘u\w\\ — —
m/z--> 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\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknown11.992 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.002 106.04 ng 2707200 Phenanthrene-dle 11.369

Hit# of 5 Tentative ID MW MolForm CASH# Qual

cetyl-1-methyl-4-methylenecyc... 152 C10H160 1000424-28-4 38
-Furandione, dihydro-3-(2-met... 154 C8H1003 018908-20-8 35
-Benzodioxin, 4a,5,6,7,8,8a-h... 154 C9H1402 007196-96-5 22
romothiophenol, S-trimethylac... 272 C11H13Bro0S 1000469-95-5 14
onanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 11

U WwWNER
BAwkRrNR
1 - -
Zwhu>

Abundance Scan 1650 (11.992 min): BF127563.D\data.ms (-1643) (- m/z 57.10 100.00%
57.1

109.1
5000
154.1
o
12.00
197.1
N MM““ H\ - | - 2362 2811 /7 41.10  60.89%
miz--> 50 100 150 200 250
Abundance  #29280: 1-Acetyl-1-methyl-4-methylenecyclohexane
109.0
67.0
5000 R
152.0 12.00
m/z 109.10  56.27%
O T T T T “H‘\H\ “} ‘\‘“ ‘ M T T ‘\ “ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31908: 2,5-Furandione, dihydro-3-(2-methyl-2-propenyl)
109.0
e
67.0 12.00
5000 m/z 85.10 53.07%
ey
0 ‘MJHNMH\MHﬂHML“\}?fO“ —
m/z--> 50 100 150 200 250
Abundance #32261: 1,4-Benzodioxin, 4a,5,6,7,8,8a-hexahydro-2-met T
85.0 12.00
m/z 108.10 48.98%
5000 54.0 154.0
15-0
miz--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknownl12.121 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.121 21.78 ng 556129  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, isobutyl 2-methyl... 306 C18H2604 1000356-90-7 47
2 Phthalic acid, 3-ethylphenyl pro... 312 C19H2004 1000357-07-6 35
3 Phthalic acid, 2-fluorophenyl pr... 302 C17H15F04 1000360-51-1 35
4 Phthalic acid, 5-methoxy-3-methy... 322 C18H2605 1010314-88-4 35
5 Phthalic acid, 3,4-dimethylpheny... 354 C22H2604 1000309-82-1 35

Abundance Scan 1672 (12.122 min): BF127563.D\data.ms (-1668) (-] m/z 149.05 100.00%

57.1 149.1
5000
105.1 1911 2331 = T
DDl T T
Ot i e L L 2850y 5710 95.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #207027: Phthalic acid, isobutyl 2-methylpent-3-yl ester
149.0
5000 St —
12.00 12.50
m/z 85.10 46.00%
o jes |
O‘\\\\‘H\\‘H‘\H}\\\‘1\\\‘\\H‘\\\\‘\‘\\\‘H\\‘HH‘HH‘HH’HH‘H\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #214645: Phthalic acid, 3-ethylphenyl propyl ester

a

149.0
S =
12.00 12.50
5000 m/z 41.10 30.49%
191.0
430 760 1190 | 253.0
o SRS WA NS SRS S
miz-> 20 40 60 80 100120140160 180200 220240260280

Abundance  #201951: Phthalic acid, 2-fluorophenyl propyl ester —— ——
149.0 12.00 12.50
m/z 146.05 27.38%

5000

19i0 243.0

-

430 760 11%0 |
Ol ettt e e e T 7
miz—-> 20 40 60 80 100120140160 180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 18 (R-(R*,R*))-4-(1,5-Dimethyl...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.357 58.46 ng 1492640  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (R-(R*,R*))-4-(1,5-Dimethyl-3-0x... 252 C15H2403
2 4-Azaindol-2(3H)-one 134 C7H6N20
3 Cyclopentanecarboxylic acid, 3-e... 152 C9H1202
4 2-Amino-6-methylpyrimidine-4-car... 134 C6H6N4

006753-22-6 78
032501-05-6 27
108451-43-0 27
064376-14-3 27

5 3-Hydroxy-4-methylbenzoic acid 152 C8H803 000586-30-1 25
Abundance Scan 1712 (12.357 min): BF127563.D\data.ms (-1706) (- m/z 57.10 100.00%
57.1 134.0
5000
— A
L AL e
oL . 1‘\ il ‘u“ H‘H ‘m‘m \‘ i “\‘\ TSN “‘ L ‘2‘68‘-9 . ITI/Z 134.00 96.51%
miz--> 150 200 250
Abundance #138187: (R-(R*,R*))-4-(1,5-Dimethyl-3-oxohexyl)-1-cyclc
134.0
5000 57.0 T L
12.00 12.50
234.0 m/z 41.10 56.81%
‘ ‘ “101 ‘ 177.0 ‘
ok ‘\“ \“ ‘\‘\‘ ‘H‘\Mmh \‘W MH L “\‘\‘\ . L‘ ‘\““ - P
m/z--> 150 200 250
Abundance #17421.4»Azamd0L2(3Hy0ne
134.0
— —
12.00 12.50
5000 9.0 m/z 152.05 56.79%
b b A
miz--> 50 100 150 200 250
Abundance #30277: Cyclopentanecarboxylic acid, 3-ethenyl-2-methyl — —T
107.0 12.00 12.50
m/z 107.10 50.85%
5000
77.0
39.0
g dbh, 0
ol b WL RS
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.333 18.84 ng 406434  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 70
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 58
3 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N202 000785-80-8 55
4 9H-Pyrido[3,4-blindole, 7-methox... 226 C14H14N20 143502-37-8 52
5 4'-Methoxy-2-hydroxystilbene 226 C15H1402 1000147-93-1 46

Abundance Scan 1878 (13.333 min): BF127563.D\data.ms (-1875) (-  m/z 226.10 100.00%

226.1
5000 165.1 JL
= e
51.0 ‘ ‘ 13.00 13.50
ol —t \‘u“‘u‘ﬁ“\ L \‘ \\\ | ‘n & Al \H . ‘2‘79-‘1‘ ‘31‘4‘-1 m/z 165.10  43.28%
miz--> 50 100 150 200 250 300
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethy
226.0
5000 — —
13.00 13.50
m/z 225.10 40.65%
39.0 770
0ty ‘\“\‘Hu‘ hm \\ \; ; “u‘ uﬂ ‘u‘ N - N
miz--> 50 100 150 250 300
Abundance #107128: Acridin-9-amine, l,2,3,4—tetrahydr0—5,7—dimethy
226.0
. T
13.00 13.50
5000 m/z 152.85  16.59%
39.0 77.0 113 q
0h— \‘M ‘\u‘\‘\\‘u“ 14 ‘\ m‘ ‘w 'm‘ m;\ el \H e
miz--> 50 100 150 250 300
Abundance #106571:Benzenanune,N—K44ﬂU0phenmeethWene} P o
226.0 13.00 13.50
m/z 227.10 16.54%
5000
77.0 179.0
0 390\ k ‘1270 Lo
—_— — —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 20 2,4'-Dihydroxy-3'-methoxyac... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.616 16.03 ng 345776  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4'-Dihydroxy-3'-methoxyacetoph... 182 C9H1004 018256-48-9 83
2 4-Methoxyformanilide 151 C8H9NO2 005470-34-8 72
3 2(1H)-Pyridinone, 1-cyclohexyl-3... 233 C15H23NO 082754-44-7 56
4 4'-Hydroxy-3'-methoxyacetophenon... 208 C12H1603 1000395-32-8 56
5 1,4 Benzodioxan-6-amine 151 C8HO9NO2 022013-33-8 45

Abundance Scan 2096 (14.615 min): BF127563.D\data.ms (-2093) (-  m/z 151.05 100.00%

151.1
5000
1450 1500
52.0 108. : :
] S A i I 1931237.1 3021 3%6. ./, 133,10 11.35%
mlz--> 50 100 150 200 250 300 350
Abundance  #57558: 2,4'-Dihydroxy-3'-methoxyacetophenone
151.0
5000 — naas
14.50 15.00
m/z 52.00 8.57%
52.0 108. ‘
O\\\\i“‘\“\h{\“‘\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #28770: 4-Methoxyformanilide
151.0
108.0 = s
14.50 15.00
5000 ITI/Z 152.05 8.57%
53.0 ‘ ‘
Y e —
miz--> 50 100 150 200 250 300 350
Abundance #115064: 2(1H)-Pyridinone, 1-cyclohexyl-3,4,5,6-tetramei P —
151.0 14.50 15.00
m/z 108.10 6.45%
h \/VWL
ol 0. 2089 | 19002330
e —— —
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\BF@32922\
Data File : BF127563.D

Acqg On : 29 Mar 2022 14:10
Operator : CG\JU

Sample : N2154-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
unknown6.898 6.898 12.7 ng 335502 1 6.834 527580 20.0
unknown?7.281 7.281 16.5 ng 434692 1 6.834 527580 20.0
Bicyclo[2.2.1]h... 7.863 34.9 ng 1242610 2 8.116 711364 20.0
unknown7.922 7.922 12.2 ng 435417 2 8.116 711364 20.0
Bicyclo[2.2.1]h... 8.028 32.0 ng 1137060 2 8.116 711364 20.0
Bicyclo[3.1.1]h... 8.251 13.2 ng 467808 2 8.116 711364 20.0
exo-2-Hydroxyci... 8.357 15.9 ng 565766 2 8.116 711364 20.0
unknown8.916 8.916 12.8 ng 454281 2 8.116 711364 20.0
3,5-Dimethylphe... 9.292 22.9 ng 710210 3 9.875 619154 20.0
Vanillin 9.357 74.1 ng 2295250 3 9.875 619154 20.0
8-Hydroxycarvot... 9.539 16.2 ng 502859 3 9.875 619154 20.0
Ethanol, 2-[2-(... 9.645 12.3 ng 379707 3 9.875 619154 20.0
Apocynin 9.810 20.3 ng 628160 3 9.875 619154 20.0
unknownl10.104 10.104 19.4 ng 600051 3 9.875 619154 20.0
7-Methoxymethyl... 10.227 187.0 ng 5790340 3 9.875 619154 20.0
unknown11.992 11.992 106.0 ng 2707200 4 11.369 510623 20.0
unknownl12.121 12.121 21.8 ng 556129 4 11.369 510623 20.0
(R-(R*,R*¥))-4-(... 12.357 58.5 ng 1492640 4 11.369 510623 20.0
Acridin-9-amine... 13.333 18.8 ng 406434 5 14.015 431399 20.0
2,4'-Dihydroxy-... 14.616 16.0 ng 345776 5 14.015 431399 20.0
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