LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc :

ALS vial : 9 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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33292.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.660 49 55 63 rVB2 81263 147207 1.99% 0.315%
2 4,125 129 134 137 rBV 53249 80638 1.09% 0.173%
3 4.360 168 174 180 rBV 63120 97811 1.32% 0.209%
4 4,425 180 185 188 rBV 52598 77072 1.04% 0.165%
5 5.048 286 291 302 rVB 127614 194673 2.63% 0.417%
6 5.442 351 358 363 rBV 108114 170550 2.31% 0.365%
7 5.519 364 371 378 rBV 819083 1220220 16.52% 2.613%
8 6.413 518 523 534 rBV 167326 267356 3.62% 0.573%
9 6.907 600 607 616 rBvV 155356 266005 3.60% 0.570%
10 7.113 631 642 653 rBv2 490175 969080 13.12% 2.075%
11  7.319 669 677 683 rBV2 60084 114043 1.54% 0.244%
12 7.931 768 781 787 rBV 511475 861197 11.66% 1.844%
13 8.054 794 802 808 rVB3 51281 135947 1.84% 0.291%
14 8.178 813 823 827 rBV 114569 225843 3.06% 0.484%
15 8.301 837 844 852 rBV 469061 770873 10.43% 1.651%
16 8.413 857 863 869 rVB 63728 105605 1.43% 0.226%
17 8.566 883 889 893 rBV4 40030 81658 1.11% ©.175%
18 8.613 893 897 906 rVB3 41431 75146 1.02% 0.161%
19 8.719 906 915 926 rBV2 102357 278874 3.77% 0.597%
20 8.866 930 940 942 rBV3 47833 102456 1.39% 0.219%
21 8.913 942 948 952 rW 98988 207661 2.81% 0.445%
22 8.978 952 959 965 rVV3 200105 430375 5.83% 0.922%
23 9.031 965 968 972 rVV2 105653 167399 2.27% 0.358%
24 9.089 972 978 987 rVB2 1571644 3020736 40.89% 6.469%
25 9.360 1018 1024 1036 rVB3 42283 96445 1.31% 0.207%
26 9.478 1036 1044 1049 rvv2 48215 82306 1.11% 0.176%
27 9.548 1049 1056 1061 rVV 154984 255920 3.46% 0.548%
28 9.607 1061 1066 1075 rVV 125874 213580 2.89% 0.457%
29 9.695 1076 1081 1083 rVV2 49759 81282 1.10% 0.174%
30 9.725 1083 1086 1094 rVB2 73781 127613 1.73% 0.273%

31  9.972 1123 1128 1137 rVB2 71360 151891 2.06%
32 10.119 1142 1153 1161 rBV 194436 360408 4.88%
33 10.354 1187 1193 1199 rVB 65958 111235 1.51%
34 10.495 1211 1217 1228 rBV 915126 1475216 19.97%
35 10.725 1244 1256 1261 rBV 677344 1289960 17.46%
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36 10.777 1261 1265 12790 rVB 162198 289145 3.91% 0.619%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc :

ALS vial : 9 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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.995 1459 1472 1477 rBV 753671 1608443 21.77%  3.444%
38 12.348 1526 1532 1542 rBV3 32831 88277 1.19% 0.189%
39 12.601 1566 1575 1579 rBV 133447 249531 3.38% 0.534%
40 13.177 1662 1673 1680 rBV 3453451 5176803 70.07% 11.086%
41 13.283 1684 1691 1696 rVB3 53971 94839 1.28% 0.203%
42 13.366 1699 1705 1708 rBV 68221 106786 1.45% 0.229%
43 13.442 1714 1718 1725 rVB 202142 319419 4.32% 0.684%
44 13.877 1780 1792 1797 rBV 26224 85380 1.16% ©.183%
45 14.189 1835 1845 1850 rBV3 108942 199587 2.70% 0.427%
46 14.554 1900 1907 1913 rBV 979368 1529891 20.71% 3.276%
47 14.701 1927 1932 1946 rVB 240035 390127 5.28% 0.835%
48 15.030 1984 1988 1998 rVB2 49349 102806 1.39% 0.220%
49 15.177 2009 2013 2021 rVB7 35296 78074 1.06% 0.167%
50 16.036 2153 2159 2164 rBV 2156893 3123227 42.27% 6.688%
51 16.165 2176 2181 2186 rVB4 49415 90655 1.23% 0.194%
52 16.424 2220 2225 2230 rBv4 47803 76730 1.04% 0.164%
53 17.195 2353 2356 2361 rVB 91003 115928 1.57% 0.248%
54 17.289 2366 2372 2379 rVV 1187582 1700053 23.01% 3.641%
55 17.565 2416 2419 2430 rBV2 41116 101431 1.37% 0.217%
56 17.948 2479 2484 2488 rBV 379868 455252 6.16% 0.975%
57 18.171 2518 2522 2532 rBV 559586 798563 10.81% 1.710%
58 19.018 2663 2666 2670 rBV3 71804 98325 1.33% 0.211%
59 19.118 2679 2683 2693 rVB 617299 786449 10.64% 1.684%
60 19.247 2702 2705 2711 rVB 144416 158975 2.15% 0.340%
61 19.442 2734 2738 2748 rBV 198542 321894 4.36% 0.689%
62 19.518 2748 2751 2755 rBV 72875 95841 1.30% 0.205%

63 19.900 2810 2816 2823 rBV 5957225 7388151 100.00% 15.822%

64 20.165 2858 2861 2865 rBV2 101964 118472 1.60% ©.254%
65 20.530 2920 2923 2926 rVB 103539 99123 1.34% 0.212%
66 20.647 2940 2943 2946 rBV 105601 109138 1.48% 0.234%
67 21.147 3024 3028 3038 rVV2 970378 1214279 16.44%  2.600%
68 21.224 3038 3041 3048 rVB 188707 226766  3.07%  ©.486%
69 21.447 3075 3079 3085 rVB 1457240 1820393 24.64%  3.898%
70 21.636 3107 3111 3117 rVB 834521 978898 13.25%  2.096%
71 22.653 3281 3284 3289 rVB 221170 289884  3.92% 0.621%

72 23.782 3470 3476 3483 rVB2 948044 1894422 25.64%  4.057%

Sum of corrected areas: 46696238
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Dec 2021 18:37
: CG/JU
: M4917-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
BM@33292.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM033292.D\data.ms

9.089

5.519 10.495 1.9
7.113 7.9318.301 10.725 /\

3.660 4.126B6p5 5048 5.%&2 64/{13 6907]\7 319 k %@@ 95}%1‘#@ 1 777

Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

S
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘

350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9,50 10.00 10.50 11.00 11.50
TIC: BM033292.D\data.ms

19.900
13.177
16.036
17.289
14.554
19.118
RO
12348601 1862 13812189 T lsimor7 166.424  17.1957.565 p29gidg || 20 168G

o

Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

Time-->

1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
TIC: BM033292.D\data.ms

21.447
23.782

21.147 p1.636
22.653
21.224

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.048 4.52 ng 194673  1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Octanol 130 C8H180 000589-98-0 33
5 Tetraglyme 222 C1eH2205 000143-24-8 28
Abundance Scan 291 (5.048 min): BM033292.D\data.ms (-286) (-) m/z 43.10 100.00%
3.1
5000
R AREEEEE SR
1011 4.80 5.00 5.20 5.40
Ol 892 L 2880 2089 /7 s59.10  53.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L I LA L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 15.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R E
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.34%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- R R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.63%
5000
29.0 ‘ 101.0
e N —
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Benzene, (1-methylethyl)-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.413 6.21 ng 267356 1,4-Dichlorobenzene-d4 7.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 CO9H12 000108-67-8 86
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 83
Abundance Scan 523 (6.413 min): BM033292.D\data.ms (-518) (-) m/z 105.05 100.00%
105.1
5000
771 [T T[T T rrrr rt
51.0 H ‘ 6.00 6.20 6.40 6.60 6.80
Obrerrrbdbed 1472 2069 ) 106,10 24.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 DL B LA B R
6.00 6.20 6.40 6.60 6.80
510 770 ‘ m/z 77.10 17.81%
O \\\‘2\7‘\.(\)\“‘\\“}\“\‘\\\m‘\\‘\\‘H\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
RERRNEEESE R S
6.00 6.20 6.40 6.60 6.80
5000 m/z 79.10 15.61%
390 770
0“w‘kuﬂumuw‘mw‘w‘ﬂhww‘u“H‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene RARESEEREE e e oo
105.0 6.00 6.20 6.40 6.60 6.80
m/z 51.05 12.36%
5000
77.0
51.0
ol 20 o e D e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 4 Benzene, propyl- Conce
R.T. EstConc Area Relative to IS
6.907 6.18 ng 266005 1,4-Dichlorobenze

Hit# of 5 Tentative ID MW MolForm

1 Benzene, propyl- 120 C9H12

2 N-Benzyl-2-phenethylamine 211 C15H17N

3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S
4 1-Benzylamino-2-benzyloxyethane 241 C16H19NO

5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO

Abundance Scan 607 (6.907 min): BM033292.D\data.ms (-600) (-)

arch Compound Report

BM112421.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 10

D R.T.

ne-d4 7.931
CASH# Qual
000103-65-1 94
003647-71-0 78
144615-94-1 72
038336-06-0 72

000104-63-2 72

m/z 91.10 100.00%

91.1
5000
120.1 R EREmmaEssmEE
65.0 6.60 6.80 7.00 7.20
390 7 | 207.0
e NS m/z 120.10  20.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
6.60 6.80 7.00 7.20
120.0 m/z 65.00 12.20%
390 650
O‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
120.0 6.60 6.80 7.00 7.20
5000 ITI/Z 92.10 10.71%
65.0
ol 380 | 165.0 209.0
R B AR e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide P ere e
91.0 6.60 6.80 7.00 7.20
m/z 78.10 6.90%
5000
120.0
65.0
ol A0 ™ | ‘ 163.0184.0
R B e  BEA e e

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Butyric acid, 2,2,3,3-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.178 5.24 ng 225843 1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 50
2 2,2-Dimethylvaleric acid 130 C7H1402 001185-39-3 47
3 3-Aza-2-oxabicyclo[2.2.2]oct-5-e... 267 C1OH12F3NO4 102698-35-1 43
4 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 43
5 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 40
Abundance Scan 823 (8.178 min): BM033292.D\data.ms (-813) (-) m/z 57.05 100.00%
57.0
88.1
5000
R AR EEE
‘ ‘ H ‘ 1260 2070 7.80 8.00 8.20 8.40 8.60
0 H_Huﬂmluuw‘w‘: et S e e M/z 88,10 79.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
5000 LI LA L L BN B B
7.80 8.00 8.20 8.40 8.60
29.0 m/z 41.05 57.17%
0 H‘\‘\‘HL‘“\‘\\“i“‘HHH\“\“\\“‘H\\l‘\z%.\?\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15415: 2,2-Dimethylvaleric acid
43.0
e A RAREaRAR S
85.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 43.10 54.77%
oo A5
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #156141: 3-Aza-2-oxabicyclo[2.2.2]oct-5-ene, 3-trifluoroa T T
88.0 7.80 8.00 8.20 8.40 8.60
m/z 87.10 32.99%
5000
45.0
b bt 250 Y0000 so
m/z--> 20 40 60 80 100120140160 180200220 240260 7.80 8.00 8.20 8.40 8.60

8270-BM112421.M Mon Dec 13 07:35:30 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.301 17.90 ng 770873  1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 74
3 Deltacyclene 118 C9H1e0 007785-10-6 74
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 53

Abundance Scan 844 (8.301 min): BM033292.D\data.ms (-837) (-) m/z 117.05 100.00%

117.1
5000
910 TTT [T I [TrrT[Trrr[rrTr]
39.1 63.1 ‘ Lm 8.00 8.20 8.40 8.60
bbb bl M 2069 p/7 118,10 53.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 N RN R ]
8.00 8.20 8.40 8.60
m/z 115.10 33.56%
390 630 %0
0 \1\5\.(‘)\‘\\\“.\\H\\““\‘.H\“‘H“H“‘\H B LA B L B R R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
8.00 8.20 8.40 8.60
m/z 91.05 17.84%
5000 91.0
39.0 65.0
0“W‘MH«HWJN‘HW‘M‘N““H“H‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0 8.00 8.20 8.40 8.60
m/z 63.10 8.92%
5000
39.0 91.0
65.0 ‘
0“‘_“ﬂ‘WM“UHN‘HM‘ﬂ“M“H“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 7 3-Buten-2-o0l, 2-methyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.913 4.82 ng 207661 1,4-Dichlorobenzene-d4 7.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 50
2 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 37
3 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 37
4 Ether, 3-butenyl pentyl 142 C9H180 034061-78-4 35

5 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S

Abundance Scan 948 (8.913 min): BM033292.D\data.ms (-942) (-)

1000309-15-9 32

m/z 71.15 100.00%

431 712
5000
8.60 8.80 9.00 9.20
99.0 1290 R A
0 b e 203 m/z 43.10 86.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2009: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 L L LR B B
8.60 8.80 9.00 9.20
m/z 59.10 53.41%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #111190: Ethanedioic acid, bis(3-methylbutyl) ester
43.0
71.0 e Eana
8.60 8.80 9.00 9.20
5000 m/z 74.10 47.29%
A A e ARRREEEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5038: 1-Butanol, 2,2-dimethyl-
43.0 1.0 8.60 8.80 9.00 9.20
' m/z 57.10 31.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BM112421.M Mon Dec 13 07:35:31 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 8 unknown8.978

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.978 9.99 ng 430375 1,4-Dichlorobenzene-d4 7.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Dimethylbutanedioic acid 146 C6H1004
utanol, 2,3-dimethyl-, acetate 144 C8H1602
utanol, 2,3-dimethyl- 102 C6H140

-Dimethyldihydro-2,5-furandione 128 C6H803
1-Methoxypropan-2-yloxy)propa... 230 C12H2204

uih wNnPE
I—‘WNNN
AUJUUWN

Abundance Scan 959 (8.978 min): BM033292.D\data.ms (-952) (-)

000597-43-3 45
004806-33-1 37
000594-60-5 37
017347-61-4 37
1000367-11-3 35

m/z 59.05 100.00%

59.0 '
5000 87.1
39 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ ‘311 1 8.60 8.80 9.00 9.20 9.40
Obrrr e e‘HU"m‘mw“““““1,““79_”‘,1‘99‘8 m/z 43.10  69.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25228: 2,2-Dimethylbutanedioic acid
594.0
5000 LI L LA LA BN B R B
87.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 55.50%
O\\\‘\\\\‘ ﬂ701280”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24188: 2-Butanol, 2,3-dimethyl-, acetate
43.0
T
8.60 8.80 9.00 9.20 9.40
5000 m/z 87.10 43.37%
101.0
o150 | T o
H“‘H“‘H“‘H“‘H““H“‘H,“H“‘H,“H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5047 2-Butanol, 2,3-dimethyl- ARG EEE R
59.0 8.60 8.80 9.00 9.20 9.40
m/z 84.05 38.03%
5000
87.0
31.0
o‘H‘HH““MW‘H_H‘_‘H_m,m‘_m,m‘ RS
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BM112421.M Mon Dec 13 07:35:32 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 9 1-Phenyl-1-butene

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
o031 3.89ng 167399  1,4-Dichlorobenzene-dd  7.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 cle2 000824-90-8 95
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 91

3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12

Abundance Scan 968 (9.031 min): BM033292.D\data.ms (-965) (-)
117.1

000768-00-3 87
000767-99-7 87
000768-49-0 87

m/z 117.10 100.00%

5000
132.1
91.1
e
51.0 H 8.80 9.00 9.20 9.40
oH‘HwH_Heu“m;‘mn‘?ﬁ}}m“w‘u‘,‘uH_wwMmm‘m,” m/z 132.05  37.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 132.0 T T T T T
910 8.80 9.00 9.20 9.40
L m/z 115.05  35.31%
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16141: Benzene, (2-methyl-2-propenyl)-
117.0
R R AARRaEasEEE RIS
91.0 132.0 8.80 9.00 9.20 9.40
5000 ’ ' ITI/Z 91.10 29.27%
39.0 65.0
I PR PO ST N UPYRNOOD | OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- R A NamaRE
117.0 8.80 9.00 9.20 9.40
m/z 121.10 24.41%
132.0
5000
91.0
027076,, T NS L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40

8270-BM112421.M Mon Dec 13 07:35:32 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.548 3.97 ng 255920  Naphthalene-d8 10.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 1056 (9.548 min): BM033292.D\data.ms (-1049) (-) m/z 119.10 100.00%
119.1
5000 J\/\
91.1 /\‘ T 1
39.0 65.0 9.50
O bbbt B 2930 m/z 134.05 41.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 1
950
910 m/z 91.10 20.10%
39.0 65.0 ’
O \]-\5\‘0\\\\“‘\\‘\‘\“\‘\\\“\\‘\\“\‘\\‘\"‘\\f“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
950
5000 m/z 120.10 9.70%
0 91.0
0150, 000
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- e oy
119.0 9.50
m/z 115.05 8.79%
5000
91.0
39.0 65.0 ||
o Tt A S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

8270-BM112421.M Mon Dec 13 07:35:33 2021

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.119 5.59 ng 360408 Naphthalene-d8 10.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 1153 (10.119 min): BM033292.D\data.ms (-1142) (-  m/z 117.10 100.00%
117.1
5000 ’A
. —
51.0 91"1 h‘“ ‘ 1451 10.00 10.50
b lnd g M2 2069 pys 132,05 33.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 J\ : /\ A :
10.00 10.50
o 91.0 m/z 115.10  29.59%
27.0 ) ‘ Il
0 \\\‘\‘\\\‘\\‘\\‘1H\“\\‘H‘Hi‘u\‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
\V\/\ T T ‘ T T ‘ T
10.00 10.50
5000 m/z 131.05 16.51%
91.0
51.0
270" ‘ ‘
g O N O L A
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /\/\ /\
Abundance #16106: 3-Phenylbut-1-ene I R L e e
117.0 10.00 10.50
m/z 91.10 16.21%
5000
91.0
390 g0 ‘ ‘
0\\\‘\‘\\\“\\“1‘\“1‘”1““\H\“‘1‘”H‘\1“\‘\‘\m‘uu‘uu‘\m — —T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BM112421.M Mon Dec 13 07:35:33 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37

Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
: 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-butoxyethoxy)-

R.T. EstConc Area

Relative to ISTD

Concentration Rank 2

10.495 22.87 ng 1475220  Naphthalene-d8

000112-34-5 90
054446-78-5 90
018912-80-6 56
006863-58-7 53

Hit# of 5 Tentative ID MW MolForm
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 Di-sec-Butyl ether 130 C8H180
5 Pentaethylene glycol 238 C10H2206

004792-15-8 53

Abundance Scan 1217 (10.495 min): BM033292.D\data.ms (-1211) (- m/z 45.05 100.00%
45.0
5000 /k
75.1
| ‘ 501 ( 10,50
0 MWMW I 1p0301821 2071 266 ./ 57,10 97.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
290 1050
m/z 41.10 37.86%
‘870
O \\‘\“‘\‘U\\““l‘\\ H\\‘l‘\‘\“\‘\\}‘\\\\‘]-\3\\2\‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1050
5000 ITI/Z 75.10 18.53%
29.0
‘ ‘87 0
S P TR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 10.50
m/z 56.05 15.13%
5000
89.0
m/z--> 20 40 60 80 100120140160180200220240260 1050

8270-BM112421.M Mon Dec 13 07:35:34 2021
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
: BM@33292.D

: 03 Dec 2021 18:37

: CG/JU

: M4917-05

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M

Quant Title

TIC Library

: 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 13 Benzeneacetic acid, .alpha.... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.995 24.9ang 1668440 Naphthalene-ds 16.725

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzeneacetic acid, .alpha.-methyl- 156 C9H1002
2 Benzeneacetic acid, .alpha.-meth... 150 C9H1002
3 Benzeneacetic acid, .alpha.-meth... 150 C9H1002
4 p-Tolylacetic acid 150 C9H1002
5 o-Tolylacetic acid 150 C9H1002

000492-37-5 95
007782-26-5 94
007782-24-3 94
000622-47-9 83
000644-36-0 83

Abundance Scan 1472 (11.995 min): BM033292.D\data.ms (-1459) (-  m/z 105.05 100.00%

105.1
5000
150.1 L
51.0 H | 12.00
ol rfd “ 11930 2809 34Ll ./, 77.05 22.78%
miz--> 50 100 150 200 250 300
Abundance #28401: Benzeneacetic acid, .alpha.-methyl-
105.0
5000 T
150.0 12.00
' m/z 150.05 20.49%
510 | 1|
O \\\\‘\\\\‘ \\\\“\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance  #28425: Benzeneacetic acid, .alpha.-methyl-, (R)-
105.0
=
12.00
5000 ITI/Z 79.10 18.47%
150.0
51.0 H
omw\hm L
Miz--> 100 150 200 250 300
Abundance #28424.Benzeneacencacm,.Mpha:nuahyh,(sy =
105.0 12.00
m/z 103.10 14.54%
5000
51.0 150.0
m/z--> 100 150 200 250 300 12.00

8270-BM112421.M Mon Dec 13 07:35:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 14 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.442 4.18 ng 319419  Acenaphthene-d10 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 47
4 Diacetamate 193 C1OH11NO3 002623-33-8 47
5 Acetaminophen 151 C8H9NO2 000103-90-2 47

Abundance Scan 1718 (13.442 min): BM033292.D\data.ms (-1714) (- m/z 43.10 100.00%

i . .
109.1
5000
151.2
e
13.50
9
] — ““w“u “V“JPH““UM e 2909 28LU /7 109.05  61.45%
miz--> 50 100 150 200 250
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
1350
m/z 151.15 37.18%
ol \““ ‘\\“M‘ \‘t HH)‘\H Hh i “ : “ :‘|.9‘2.‘0‘ T
miz--> 100 150 200 250
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
1350
5000 151.0 ITI/Z 41.10 22.07%
32.0 790J 1 “ |
0 b T T
miz--> 50 100 150 200 250
Abundance #28724: Metacetamol T
109.0 13.50
m/z 69.05 14.18%
5000 151.0
43.0
ol40 | 790
miz--> 50 100 150 200 250 13.50

8270-BM112421.M Mon Dec 13 07:35:35 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1,1'-Bicycloheptyl Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.701 5.10 ng 390127  Acenaphthene-d10 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicycloheptyl 194 C14H26 023183-11-1 50
2 Hexanoic acid, 3,5,5-trimethyl-,... 254 C16H3002 1000406-82-3 47
3 1H-1,2,4-Triazole, 3-ethyl- 97 C4H7N3 007411-16-7 46
4 1H-Pyrazole, 1,3-dimethyl- 96 C5H8N2 000694-48-4 38
5 Benzene, fluoro- 96 C6H5F 000462-06-6 35
Abundance Scan 1932 (14.701 min): BM033292.D\data.ms (-1927) - m/z 96.10 100.00%
55.0 96.1
5000
1450  15.00
241 161.1 ’ :
o 190.9 m/z 55.05 99.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69387: 1,1'-Bicyclohepty!
55.0
96.0
5000 ke huatis
14.50 15.00
m/z 97.10 60.22%
O ‘\\ \\‘i”\ T \‘M ‘ T \H‘ T \]_\2‘\3\.(\)\ ‘J-\E\):\I-\.c‘)\ L ‘\1%4\.-‘0\\ TT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140908: Hexanoic acid, 3,5,5-trimethyl-, cyclohexylmeth
96.0
= -
14.50 15.00
57.0 9
5000 ITI/Z 41.10 53.81%
143.0
w
ol Ll L 1980 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3312: 1H-1,2,4-Triazole, 3-ethyl- — ——
96.0 14.50 15.00
m/z 74.10 44.74%
5000
56.0
2&0‘ ‘
A — an S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

8270-BM112421.M Mon Dec 13 07:35:36 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Pentadecanoic acid, 14-meth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.948 5.36 ng 455252  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 81

Abundance Scan 2484 (17.948 min): BM033292.D\data.ms (-2479) - m/z 74.10 100.00%
74.1

50001 434

-

143.1
227.2 18.00
‘ 11.2 199.1 270.3 .
‘,‘HW““H“u‘w‘wlﬁw_m‘“HwuwHwH_‘m\w,ww m/z 87.10 70.78%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

o

-

5000 43.0
18.00
m/z 43.10 39.35%
0 ‘ WM‘M\;10]A30 185.0 2270 270.0
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
—r
18.00
5000 ITI/Z 55.10 28.76%
43.0
143.0
‘ M\ 111.0 \ 1850 227.0 2700
N Y LA S W il
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109337: Tridecanoic acid, methyl ester e
74.0 18.00
m/z 41.10 27.56%
143.0
W 180 2280
O rprrrelbr il bbb e —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.171 9.39 ng 798563  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Nonanoic acid 158 C9H1802 000112-05-0 11

Abundance Scan 2522 (18.171 min): BM033292.D\data.ms (-2518) (- m/z 73.10 100.00%

43.1 73.1
5000
129.0
B —
‘ H H‘ ‘ 171.2 213.2 256.3 18.00 18.50
oY 01T v e L. L m/z 43.10 95.18%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 60.10 85.99%
‘ M ‘ 171.0 ‘
ol “\ ‘HH M“ | “whh“\ \M‘\ el | “‘ “‘ “‘u\‘ A L‘ o “ —
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
I =
43.0 18.00 18.50
5000 m/z 57.10 72.99%
129.0
185.0 228.0
ok ““ \“d‘u‘u‘ {M‘\‘H} A o ] “\‘ — ‘\‘ — _
miz-> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50
m/z 41.10 72.41%
5000
129.0 242.0
DL a0,
oLb— “‘ H\“H‘M HU ‘HM“M‘M“ ‘M‘\‘n} “ ‘16‘4‘10;‘\‘ “ — ‘\‘ , - —— —r—
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 9-Octadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.118 9.25 ng 786449  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 97

Abundance Scan 2683 (19.118 min): BM033292.D\data.ms (-2679) (- m/z 55.10 100.00%

n26 . .
5000
e e
37.1 180 2 222.3 264.3 19.00 19.50
0 uw“w Lol Ll s s, a110 71.74%
miz--> 150 200 250 300 350
Abundance #194409 9-Octadecenoic acid, methyl ester
5000 — ——
264.0 19.00 19.50
m/z 69.10 64.73%
370 180.0 222.0 ‘
0- “‘\“‘\!‘\ \}“‘\“\|\‘\\\“\\\\‘\
miz--> 150 200 250 300 350
Abundance #194418 12 Octadecenoic acid, methyl ester
55.0
e e
19.00 19.50
5000 ITI/Z 74.10 55.72%
264.0
38.0 180.0 2220 ‘
o! TR ‘w“,‘u R
miz--> 150 200 250 300 350
Abundance #194424: 11-Octadecenoic acid, methyl ester — P
55.0 19.00 19.50
m/z 43.10 50.74%
h T M
38.0 180.0 222.0 ‘
m/z--> 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 19 1-Hexacosene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.147 13.34 ng 1214280  Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3028 (21.147 min): BM033292.D\data.ms (-3024) (-
57.1

5000

0 J il o 2071 281.1 3411 445 .4
LA KL

miz--> 50 100 150 200 250 300 350 400 450

Abundance #273800: 1-Hexacosene
57.0
0 [} du‘nlﬁm 238.0292.0 3640
TTT ‘\\r\‘\\\\ \\\\‘\\\\‘\\\\ \\\\’\\\\’\\\\’\\\\’

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

Abundance #259982: Pentacos-1-ene
55.0
5000 111.0
LI a670  seag 3509
e et

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

m/z 57.10 100.00%

.

T
21.00 21.50

m/z 43.10 96.58%

%

T
21.00 21.50

m/z 55.10 94.50%

%

21.00 21.50
m/z 83.10 85.56%

%

Abundance #264236: n-Tetracosanol-1
57.0 21.00 21.50
m/z 69.10 75.64%
111.0
5000
o167022203080 — S
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2H-1,3-Benzoxazine, octahyd... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.636 10.75 ng 978898  Chrysene-di2 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-1,3-Benzoxazine, octahydro-2-... 262 C14H18N203 081969-58-6 59
2 Phosphine, triphenyl- 262 C18H15P 000603-35-0 59
3 2-Chloro-4-(2-furanyl)-6-(2-thie... 262 C12H7C1N20S 131022-79-2 59
4 7-Methyl-5-ox0-2-p-tolyl-3,5-dih... 262 C17H14N20 1000303-35-2 59
5 2H-1,3-Benzoxazine, octahydro-2-... 262 C14H18N203 109086-79-5 53
Abundance Scan 3111 (21.636 min): BM033292.D\data.ms (-3107) (-  m/z 262.10 100.00%

262.1
5000
— —
771 1311 20211 ‘ 21.50 22.00

Okl b e b 3981 491 g7 215,10 34.51%

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

Abundance #150466: 2H-1,3-Benzoxazine, octahydro-2-(4-nitropheny
262.0

41.0 191.0

5000 95.0 e —
21.50 22.00

m/z 261.10  19.42%
h } Il ” \h

i II\‘I\

NhﬂmMMk

O\\\\\\f\\\\\\\\\\WV\“‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #150982: Phosphine, triphenyl-

262.0
A —
183.0 21.50 22.00
5000 m/z 263.15 19.28%
108.0
510 “
0 Ly \\\M

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

Abundance #150164: 2-Chloro-4-(2-furanyl)-6-(2-thienyl)pyrimidine = : ‘
262.0 21.50 22.00
m/z 77.10 8.56%

5000

63.0 185.0 |
0 \‘\ H‘“ " Hu‘ [ 80”

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33292.D

Acqg On : 03 Dec 2021 18:37
Operator : CG/JU

Sample : M4917-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.048 4.5 ng 194673 1 7.931 861197 20.0
Benzene, (1-met... 6.413 6.2 ng 267356 1 7.931 861197 20.0
Benzene, propyl- 6.907 6.2 ng 266005 1 7.931 861197 20.0
Butyric acid, 2... 8.178 5.2 ng 225843 1 7.931 861197 20.0
Indane 8.301 17.9 ng 770873 1 7.931 861197 20.0
3-Buten-2-01, 2... 8.913 4.8 ng 207661 1 7.931 861197 20.0
unknown8.978 8.978 10.0 ng 430375 1 7.931 861197 20.0
1-Phenyl-1-butene 9.031 3.9 ng 167399 1 7.931 861197 20.0
Benzene, 1,2,4,... 9.548 4.0 ng 255920 2 10.725 1289960 20.0
Benzene, 1l-ethe... 10.119 5.6 ng 360408 2 10.725 1289960 20.0
Ethanol, 2-(2-b... 10.495 22.9 ng 1475220 2 10.725 1289960 20.0
Benzeneacetic a... 11.995 24.9 ng 1608440 2 10.725 1289960 20.0
2,4,7,9-Tetrame... 13.442 4.2 ng 319419 3 14.554 1529890 20.0
1,1'-Bicycloheptyl 14.701 5.1 ng 390127 3 14.554 1529890 20.0
Pentadecanoic a... 17.948 5.4 ng 455252 4 17.289 1700050 20.0
n-Hexadecanoic ... 18.171 9.4 ng 798563 4 17.289 1700050 20.0
9-Octadecenoic ... 19.118 9.3 ng 786449 4 17.289 1700050 20.0
1-Hexacosene 21.147 13.3 ng 1214280 5 21.447 1820390 20.0
2H-1,3-Benzoxaz... 21.636 10.8 ng 978898 5 21.447 1820390 20.0
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