LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc :

ALS vial : 5 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127174.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.034 122 127 136 rVB3 22676 40472  1.25% 0.177%
2 3.240 155 162 167 rBV 157607 274715 8.49% 1.200%
3 4.416 357 362 366 rBV 118446 141039 4.36% 0.616%
4 4A.504 372 377 381 rVB2 172217 197135 6.09% 0.861%
5 5.510 544 548 558 rVB 1353709 1190621 36.80% 5.203%
6 5.928 611 619 625 rBV7 21834 48129 1.49% 0.210%
7 6.486 709 714 716 rBV3 33906 37116 1.15% 0.162%
8 6.516 716 719 724 rW 877204 789535 24.40% 3.450%
9 6.569 724 728 730 rVB2 26755 38267 1.18% 0.167%
10 6.710 741 752 759 rBvV2 80839 144709 4.47% 0.632%
11 6.886 778 782 786 rBV 623861 515875 15.95% 2.254%
12 6.945 789 792 795 rvwv2 83318 69413 2.15% 0.303%
13 7.034 798 807 809 rBV 78671 104060 3.22%  0.455%
14 7.086 809 816 819 rVV3 114665 310335 9.59% 1.356%
15 7.157 821 828 831 rVW 194707 425288 13.15% 1.858%
16 7.210 833 837 841 rBv4 46477 53021 1.64% 0.232%
17 7.457 862 879 881 rBV 2108375 2544781 78.66% 11.120%
18 7.486 881 884 888 rVV3 493807 1052474 32.53% 4.599%
19 7.528 888 891 895 rVB3 568608 832205 25.72% 3.637%
20 7.739 922 927 932 rVB 228996 237761 7.35% 1.039%
21 7.904 950 955 964 rBV8 40400 71357  2.21% ©.312%
22 7.992 964 970 972 rBV3 44155 58677 1.81% 0.256%
23  8.098 985 988 994 rVB5 60668 92572  2.86%  0.405%
24  8.169 994 1000 1004 rBV 766225 716935 22.16% 3.133%
25 8.292 1016 1021 1028 rBV9 25405 45571 1.41% ©0.199%
26 8.363 1028 1033 1036 rBV6 34251 52964 1.64% 0.231%
27 8.433 1036 1045 1048 rBV7 36599 71820 2.22% 0.314%
28 8.533 1057 1062 1066 rBV7 29346 48548 1.50% 0.212%
29 8.628 1075 1078 1081 rBV3 59807 50267 1.55% 0.220%
30 8.986 1135 1139 1141 rBV3 90264 122864 3.80% 0.537%
31  9.022 1141 1145 1147 rVV2 139292 228559 7.06%  0.999%
32 9.051 1148 1150 1156 rVV2 157851 181457 5.61% 0.793%
33  9.110 1156 1160 1165 rVvV2 84615 106181 3.28% 0.464%
34 9.163 1165 1169 1174 rVB3 77989 88472 2.73% 0.387%
35 9.251 1179 1184 1187 rBV 3752277 3235229 100.00% 14.137%

36 9.439 1212 1216 1222 rBV 188534 191899 5.93% 0.839%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc :

ALS vial : 5 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.498 1222 1226 1229 rBV 64465 68097 2.10% ©.298%
38 9.545 1229 1234 1237 rBV2 110857 135187 4.18% 0.591%
39 9.669 1252 1255 1258 rBV 67424 65958 2.04% 0.288%
40 9.745 1265 1268 1271 rVB2 141505 128117 3.96% 0.560%
41  9.798 1271 1277 1279 rVv4 58237 85184 2.63% 0.372%
42 9.845 1281 1285 1289 rVB 144713 166094 5.13% 0.726%
43  9.933 1296 1300 1303 rBV 826145 765933 23.67%  3.347%
44 10.192 1339 1344 1347 rBV4 40613 64441  1.99% 0.282%
45 10.327 1362 1367 1369 rBV2 39070 54339 1.68% 0.237%
46 10.727 1430 1435 1438 rBV 2315064 2160388 66.78%  9.440%
47 11.298 1530 1532 1536 rVB4 35589 39624 1.22% 0.173%
48 11.363 1540 1543 1548 rVB2 74757 69028 2.13% 0.302%
49 11.421 1549 1553 1556 rBV 913170 731301 22.60% 3.196%
50 11.580 1577 1580 1585 rBV 46795 48836 1.51% 0.213%
51 11.939 1638 1641 1645 rBV 86795 78101 2.41% 0.341%
52 11.974 1645 1647 1650 rVB 53545 43446 1.34% 0.190%
53 13.010 1818 1823 1826 rBV 3177565 2866740 88.61% 12.527%
54 13.933 1977 1980 1981 rBV 37870 40694 1.26% ©0.178%

55 14.068 1999 2003 2006 rBV 460484 428295 13.24% 1.872%

56 15.556 2251 2256 2264 rBV 335108 434157 13.42% 1.897%

Sum of corrected areas: 22884283
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Mar 2022 16:39
¢ CG\JU
: N1689-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030322\
BF127174.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF127174.D\data.ms

7.457

5.510

6.516
6.886 8

3.240 04 7 7.739
3.034 A 44 5.928 6. 710 -9’4};% 10 \

A
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TIC: BF127174.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-Butanol, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.240 10.65 ng 274715 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 72
3 3-Heptanol 116 C7H160 000589-82-2 40
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 39
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 36
Abundance Scan 162 (3.240 min): BF127174.D\data.ms (-155) (-) m/z 59.05 100.00%

59.0
5000
87.1

H % ‘ 3.00 3.20 3.40 3.60
ey 2O m/z 87.10  26.32%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 /\

o

Abundance #5047 2-Butanol, 2,3-dimethyl-
59.0

5000 NS LS RAARA AR
87.0 3.00 3.20 3.40 3.60
41.0 m/z 69.10 21.11%
0"W‘”W%??””JmhW”‘W”‘L‘”W‘”‘W”‘W”‘W‘”W‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5025: 2-Pentanol, 2-methyl-
59.0 /\
3‘003‘203‘40350
5000 m/z 41.05 20.33%
45.0 87.0
31.0
0“&?%‘”ML”MH”W‘”H‘”h‘”W””W”‘W”‘W”‘W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9450: 3-Heptanol “/\£¥w““‘W“““‘

59.0 3.00 3.20 3.40 3.60
m/z 43.05 20.28%

5000 41.0
27.
87.0
ol 249 \\‘ 1l 720 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.416 5.47 ng 141039 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 45
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 45
4 Hexanamide 115 C6H13NO 000628-02-4 43
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
Abundance Scan 362 (4.416 min): BF127174.D\data.ms (-357) (-) m/z 59.10 100.00%
59.1
5000 45.0
101.1
Raane e R
83.1 4.00 4.20 4.40 4.60 4.80
Obrrrrrreprrerprred bbbl e e i S m/z 57.1@ 53.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 I RN R
410 4.00 4.20 4.40 4.60 4.80
' 101.0 m/z 45.05 42.21%
L
O\\‘H\\’H\H"\\\\“\\H‘\11}}\H\‘H\\’\\\\‘\\\\‘\\H‘\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
ERREREEEEN SRR SR
4.00 4.20 4.40 4.60 4.80
5000 m/z 41.10 33.07%
41.0 101.0
27.0 m 83.0
e M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5007: 2-Pentanol, 2-methyl- _““““_““““_‘
59.0 4.00 4.20 4.40 4.60 4.80

m/z 43.05 30.64%

45.0
5000 870
31.0
15.0 u‘ H 730 103.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown4.504 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.504 7.64 ng 197135 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 43
2 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 32
3 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 27
4 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 25
5 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 23
Abundance Scan 377 (4.504 min): BF127174.D\data.ms (-372) (-) m/z 57.05 100.00%
57.0
5000
41.0
Ay
‘ g5.1 1011 4.20 4.40 4.60 4.80
Ol bl T m/z 41.05  30.27%
m/z--> 20 40 60 80 100 120 140
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0
5000
29.0 4.20 4.40 4.60 4.80
m/z 45.10 22.34%
H 85.0 114.0
O \\\‘\‘\\\w“f\\‘l“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #9261: Butanoic acid, 3,3-dimethyl-
57.0
NN Ramny
4.20 4.40 4.60 4.80
5000 m/z 101.10 10.30%
41.0
miz--> 20 40 60 80 100 120 140
Abundance #69762: Sulfurous acid, dibutyl ester A AR
57.0 4.20 4.40 4.60 4.80
m/z 39.05 8.18%
5000 41.0
0 e 83.0  109.0 139.0
\\\‘\\\\‘\‘\\\‘\\\\“\‘\\\‘\\‘\\‘\\\\“\\\\
m/z--> 20 40 60 80 100 120 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown6.710 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.710 5.61 ng 144709 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 47
2 L-Phenylalanine, methyl ester 179 C1OH13NO02 002577-90-4 43
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 38
4 Sulfide, allyl methyl 88 C4H8S 010152-76-8 38
5 Urea, ethyl- 88 C3H8N20 000625-52-5 35
Abundance Scan 752 (6.710 min): BF127174.D\data.ms (-741) (-) m/z 88.05 100.00%
88.0
43.1
5000
120.1
R e RRRR
‘ | 69} ‘ 6.40 6.60 6.80 7.00
obrrrrrrrb sl ol njz 165.10 66.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15553: Pentanoic acid, 2-methyl-, methyl ester
88.0
5000 430 \\M\\\‘\\\\’A\\\\‘\\\A’\\!‘\
6.40 6.60 6.80 7.00
m/z 73.05 65.93%
190y || Jisso | uso
0 H‘\‘\11\“‘\‘HM\\h\‘\’\“\\‘\H‘\.’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53672: L-Phenylalanine, methyl ester
88.0
120.0
6.40 6.60 6.80 7.00
5000 m/z 43.10 54.11%
0 15\0 \4\2\\'0\ 6‘5‘0 | LI ‘ il 179.0
I B B A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9190: Acetic acid, diethyl- S e
43.0 88.0 6.40 6.60 6.80 7.00
m/z 41.00 41.54%
5000
69
015-0},117,-0
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown6.945 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.945 2.69 ng 69413 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 43
2 3-Hexen-2-one 98 C6H100 000763-93-9 38
3 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 35
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 35
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 35
Abundance Scan 792 (6.945 min): BF127174.D\data.ms (-789) (-) m/z 83.05 100.00%
83.0
43.1
5000 105.1
9.0 120.1 R R AR o
‘ ‘- | ‘ | 6.60 6.80 7.00 7.20
Ol b L myz 43,10 78.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3754 Cyclohexane, methyl-
55.0 83.0
5000 L L B I B LA BN R I
41.0 98.0 6.60 6.80 7.00 7.20
69.0 ' m/z 55.10 60.93%
it I N
OH‘HH‘H\m‘\H\‘i\‘\H‘\w\‘\‘H\‘11\\\\‘!}\\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3566: 3-Hexen-2-one
83.0
R BAREEREEES SR
43.0 6.60 6.80 7.00 7.20
5000 m/z 105.10 50.15%
29.0 98.0
15.0 H ‘
0u‘\\‘\\‘uH‘\uu‘huM;\‘uu‘uu‘\1\\‘\m“\m‘\m‘\m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3800: 1-Butene, 2,3,3-trimethyl-
55.0 83.0 6.60 6.80 7.00 7.20
m/z 56.10 40.87%
41.0
5000
27.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39

Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

7.3 ae3ng 164060 1,4-Dichlorobenzene-dd 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 81
,4-Pentadiene, 2-methyl- 82 Ce6H1o 000763-30-4 30
,4-Pentadiene, 3-methyl- 82 CeH1e 001115-08-8 30
H-Pyrazole, 1,3,5-trimethyl- 110 C6H1ON2 001072-91-9 30
yclopentene, 3-methyl- 82 C6H10 001120-62-3 30

VA wWwN R
ORr R RN

Abundance Scan 807 (7.034 min): BF127174.D\data.ms (-798) (-) m/z 67.05 100.00%
67.0

110.1
5000
41.0
95.1 A e
H | ‘ 1291 6.80 7.00 7.20 7.40
o‘WwHw‘:UmWum‘:J“u‘m“‘hwu;u_m““Hu,m,uw m/z 110.18  55.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #6629: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0
110.0
5000 \/\\\\‘\\A,\\\‘\\\\‘,\\\\\‘,\\A\\
6.80 7.00 7.20 7.40
39.0 95.0 m/z 57.05 35.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1417: 1,4-Pentadiene, 2-methyl-
67.0
R A R
6.80 7.00 7.20 7.40
5000 39.0 m/z 41.85 32.91%
82.0
P Y N | vy
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1420: 1,4-Pentadiene, 3-methyl- P e e
67.0 6.80 7.00 7.20 7.40
m/z 39.05 30.39%
5000
39.0
NIEEE T NPT .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF021622.M Fri Mar 04 16:45:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown7.086 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.086 12.03 ng 310335 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 35
2 Methyl propionate 88 C4H802 000554-12-1 32
3 Ethyl 2-butoxyacetate 160 C8H1603 1000366-89-3 28
4 Sulfurous acid, 2-propyl heptyl ... 222 C10H2203S 1000309-11-8 27
5 Propanoic acid, 2,2-dimethyl-, m... 116 C6H1202 000598-98-1 16
Abundance Scan 816 (7.086 min): BF127174.D\data.ms (-809) (-) m/z 57.10 100.00%
57.1
5000 M1 88.1 M
73'1 \\\‘\V\\‘\\\\‘\\\\‘\\\\
111.1 6.80 7.00 7.20 7.40
129.2
0 m/z 88.10  43.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16361: Butoxyacetic acid
57.0
5000 41.0
73.0 6.80 7.00 7.20 7.40
"~ 87.0 m/z 41.10 39.98%
27
0 \\(? Ll ‘H‘ T ‘\ 101.0115.0 133.0
H‘\H\‘H\\‘\\\!M\\\‘\\\\‘\\\\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2286: Methyl propionate
57.0
29.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
6.80 7.00 7.20 7.40
m/z 43.10 26.91%
5000 88.0
15.0
H \‘\ 4%'\0 ul !
O it e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36646: Ethyl 2-butoxyacetate R AR R
57.0 6.80 7.00 7.20 7.40
m/z 73.10 24.02%
88.0
5000 29.0
43.0
o150 || 0 | 730 || 1030117.01310
e RARARRassanEEaZREay Lo M e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF021622.M Fri Mar 04 16:45:34 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexanoic acid, 2,2-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.157 16.49 ng 425288 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 59
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 50
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 50
4 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 40
5 Methyl-4-deoxy-2,3-di-0O-methyl.b... 218 C9H1406 1000312-09-9 38
Abundance Scan 828 (7.157 min): BF127174.D\data.ms (-821) (-) m/z 57.10 100.00%
57.1
- JM
9.1 R R e A
‘ 6.80 7.00 7.20 7.40
ob bl bl m/z 88.10 87.88%
mlz--> 50 100 150 200 250 300 350
Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
5000
6.80 7.00 7.20 7.40
p9.0 m/z 43.10  39.23%
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
R e AL
6.80 7.00 7.20 7.40
5000 m/z 73.05 36.02%
0 “M L “ 135.0173.0 214.0  272.0 313.0 355.
e A e B e e e
miz--> 50 100 150 200 250 300 350
Abundance #9192: Acetic acid, diethyl-
43.0 88.0 6.80 7.00 7.20 7.40
m/z 87.10 33.45%
5000
0 m"HmH_MWH_HWHW
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40

8270-BF021622.M Fri Mar 04 16:45:35 2022 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
BF127174.D

: 03 Mar 2022 16:39

: CG\JU

: N1689-04

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9 unknown7.528

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.528  23.22 ng 832205 Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 37
2 Cycloserine 102 C3H6EN202 000068-41-7 27
3 4-Aminoisoxazolidin-3-one 102 C3H6N202 004834-58-6 25
4 1,3-Propanediol, 2,2-diethyl- 132 C7H1602 000115-76-4 25
5 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 23
Abundance Scan 891 (7.528 min): BF127174.D\data.ms (-888) (-) m/z 87.10 100.00%
431 591 871
5000
N W51 13111480 7.20 7.40 7.60 7.80
0 ““““WM‘%MM w‘w‘ﬁwi“‘M‘u““ul“‘X‘ m/z 43.10 84.65%
miz-> 20 40 60 80 100 120 140
Abundance #5007: 2-Pentanol, 2-methyl-
59.0
5000 N L R R
87.0 7.20 7.40 7.60 7.80
43)0 m/z 59.10 83.29%
27. ‘
O\\\‘\‘\‘\\“‘\\\‘W}\\‘\\‘\‘i\q‘?s\.p\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #4698: Cycloserine
43.0
e e e
59.0 7.20 7.40 7.60 7.80
5000 ITI/Z 41.10 74 .66%
102.0
75.0
0 \H‘H\\M\\\iHH‘HH“HH‘HH‘HH
miz--> 20 40 60 80 100 120 140
Abundance #4704: 4-Aminoisoxazolidin-3-one T
43.0 7.20 7.40 7.60 7.80
m/z 55.10 50.58%
5000 59.0
27 102.0
0 ‘“‘ﬂ\hiwh‘uw“?f?“““““““““‘ S e
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80

8270-BF021622.M Fri Mar 04 16:45:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown7.739

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.739 6.63 ng 237761  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 43
2 5-Methyl-5-hexen-3-0l 114 C7H140 067760-89-8 43
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 25
4 3,3-Dimethylpyrrolidine-2,5-dione 127 C6H9NO2 003437-29-4 22
5 2-Heptene, (E)- 98 C7H14 014686-13-6 22

Abundance Scan 927 (7.739 min): BF127174.D\data.ms (-922) (-)

m/z 56.10 100.00%

56.1
83.1
5000
127.1
39
SRR R
109.0 7.40 7.60 7.80 8.00
0 "““‘““ﬂh‘wwi‘Uu‘ﬂl“ﬂu‘ﬂﬂ“‘l““‘ m/z 59.05 77.51%
m/z--> 0 20 40 60 80 100 120 140
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
83.0
5000 L L R R R
300 7.40 7.60 7.80 8.00
m/z 55.05 70.59%
15.0 ‘ | ‘
O\‘\\\‘\‘\‘l\\\\‘\“‘\“1\\‘}\\19‘0.\()\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140
Abundance #8498: 5-Methyl-5-hexen-3-ol
56.0
S AEEREREEEEEE
7.40 7.60 7.80 8.00
5000 m/z 83.10 68.46%
31.0
‘ 85.0
m/z--> 0 20 40 60 80 100 120 140
Abundance #3767: 1-Pentene, 2,4-dimethyl- R ERALEA RS
56.0 7.40 7.60 7.80 8.00
m/z 43.10 63.07%
5000
39
98.0
m/z--> 0 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF021622.M Fri Mar 04 16:45:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown8.098 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.098 2.58 ng 92572  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 3-methoxy-2-(methoxy... 148 C7H1603 020637-34-7 35
2 Henicosan-2-o0l 312 C21H440 121232-91-5 32
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 27
4 Tetraethylene glycol 194 C8H1805 000112-60-7 27
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 27
Abundance Scan 988 (8.098 min): BF127174.D\data.ms (-985) (-) m/z 57.10 100.00%
57.1
5000
110.1
R
Hm ‘ ‘144-0 7.80 8.00 8.20 8.40
ol by Ll M‘Ww A W/z 45.10  75.14%
miz--> 50 100 150 200 250
Abundance #26725: 1-Propanol, 3-methoxy-2-(methoxymethyl)-2-me
45.0
5000 UL L B LI NI LA BN
85.0 7.80 8.00 8.20 8.40
m/z 43.10 61.96%
0 T T T ‘\““HH“\ T \“‘\ ‘1}8\(\) T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #215082: Henicosan-2-ol
45.0
AR R B
7.80 8.00 8.20 8.40
5000 m/z 41.10 46.65%
97.0
oLl 190 aep0 oz
m/z--> 50 100 150 200 250
Abundance #10091: Ethylene glycol monoisobutyl ether A R T
57.0 7.80 8.00 8.20 8.40
m/z 69.10 40.87%
- WMW
ol?"o““\ e — S —
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40

8270-BF021622.M Fri Mar 04 16:45:38 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 m-Tolylacetic acid

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
598  3.43ng 122864 Naphthalene-ds 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Tolylacetic acid 150 coWleo2 000621-36-3 90

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

Abundance Scan 1139 (8.986 min): BF127174.D\data.ms (-1135) (-)

000492-37-5 81
007782-26-5 76
007782-24-3 76
000644-36-0 68

m/z 105.05 100.00%

105.1
5000
77.0 150.1
PR T T
51.0 ‘ ‘ 13‘1'0 ‘ 8.60 8.80 9.00 9.20 9.40
O b b Ll sz 76,95 30.07%
miz--> 20 40 60 80 100 120 140 160
Abundance #28276: m-Tolylacetic acid
105.0
5000 | LN R B R I
150.0 8.60 8.80 9.00 9.20 9.40
m/z 150.05 27.95%
77.0
27.0 | 5%0 ‘M ‘ M 1320 |
O\\\\‘\\\\‘\\‘\\’\\\\‘\\\\’ \\\‘\\}\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28399: Benzeneacetic acid, .alpha.-methyl-
105.0
R AR AR R
8.60 8.80 9.00 9.20 9.40
5000 m/z 91.05 23.67%
77.0
51.0 150.0
270\\\‘ L ‘ ‘ m ‘
Ot el
miz--> 20 40 60 80 100 120 140 160
Abundance  #28425: Benzeneacetic acid, Mpha -methyl-, (R)- A REEEaEEE SR
105. 8.60 8.80 9.00 9.20 9.40
m/z 103.00 19.31%
5000
77.0 150.0
51.0 H
m/z--> 20 100 120 140 160 8.60 8.80 9.00 9.20 9.40

8270-BF021622.M Fri Mar 04 16:45:39 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13 p-Tolylacetic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.022 6.38 ng 228559  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Tolylacetic acid 150 CSH1e02 000622-47-9 64
2 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 62
3 para-Methylbenzyl formate 150 C9H1e02 1000368-93-7 58
4 o-Tolylacetic acid 150 C9H1002 000644-36-0 52
5 m-Tolylacetic acid 150 CSH1e02 000621-36-3 52

Abundance Scan 1145 (9.022 min): BF127174.D\data.ms (-1141) (-)

m/z 105.10 100.00%

105.1
5000
150.0
132.0 AT T
H Uﬂ ‘ 168.0 8.60 8.80 9.00 9.20 9.40
0 H_m‘wﬁ ﬁﬂm‘_ww i EO80 7 150,00 34.24%
miz--> 20 60 80 100 120 140 160
Abundance #28275: p-Tolylacetic acid
105.0
5000 RN BN RN RN R
150.0 8.60 8.80 9.00 9.20 9.40
770 m/z 132.00 18.63%
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28401: Benzeneacetic acid, .alpha.-methyl-
105.0
P T ey
8.60 8.80 9.00 9.20 9.40
5000 m/z 104.05 17.57%
150.0
77.0
ol 270 510 |l 1320 |
T R e A R R
miz--> 20 40 60 80 100 120 140 160
Abundance #28308: para-Methylbenzyl formate BEEaELE S ,M
105.0 150.0 8.60 8.80 9.00 9.20 9.40
m/z 77.10 15.02%
5000
77.0
AL I e
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40

8270-BF021622.M Fri Mar 04 16:45:40 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39

Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 14 Isoquinoline, 1,2,3,4-tetra...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.051 4.74 ng 181457  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isoquinoline, 1,2,3,4-tetrahydro- 133 COH11N

000091-21-4 52

2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 38
3 Benzenemethanol, 2,4,5-trimethyl- 150 C10H140 004393-05-9 38
4 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 38
5 1,3-Oxazolidine, 2,5-diphenyl-4-... 239 C16H17NO 1000138-86-0 38

Abundance Scan 1150 (9.051 min): BF127174.D\data.ms (-1148) (-)
132.1

m/z 132.05 100.00%

5000 150.1
104.1
39.0 83.1 R R e AN SRS N
63.0 | 8.80 9.00 9.20 9.40
ol it el m/z 150.05 42.61%
miz--> 20 40 60 80 100 120 140 160
Abundance #16977: Isoquinoline, 1,2,3,4-tetrahydro-
104.0 132.0
5000 L B I B B I I B
78.0 8.80 9.00 9.20 9.40
51.0 m/z 133.05 41.00%
28.0 ‘ ‘ ‘
O‘\1‘\\“\\M\‘\‘\\\HH‘\\”\\“"\\\“‘\\h‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro-
1040 1320
P e e
8.80 9.00 9.20 9.40
5000 ITI/Z 104.10 32.79%
51.0 78.0
7o, |
) S R S P M | N | —
miz--> 20 40 60 80 100 120 140 160
Abundance #27562: Benzenemethanol, 2,4,5-trimethyl- “‘w“‘w“‘w“‘wﬁ%k
132.0 8.80 9.00 9.20 9.40
1500 m/z 39.05 22.21%
91.0
5000/ 39,0
‘ 65.0 11 T
o_m;u“\‘w I M_u\m T I 7 S L ey S
m/z--> 20 40 80 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF021622.M Fri Mar 04 16:45:41 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzoic acid, 3,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.110 2.77 ng 106181  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 93
2 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 93
3 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 81
4 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 74
5 p-Tolylacetic acid 150 CSH1e02 000622-47-9 70

Abundance Scan 1160 (9.110 min): BF127174.D\data.ms (-1156) () m/z 105.05 100.00%

105.1 150.1
5000 77.0
390 LA LA B B R
1818 9911 8.80 9.00 9.20 9.40
0! gl S TET m/z 150.05 86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 L B R R R
77.0 8.80 9.00 9.20 9.40
51.0 m/z 91.05  45.52%
27.0 |
07 \\\“\\1‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0 150.0
Sy
8.80 9.00 9.20 9.40
5000 m/z 77.05 41.84%
77.0
270 51.0 ‘ ‘
N 1 S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28399: Benzeneacetic acid, .alpha.-methyl- Emma A RRAR
105.0 8.80 9.00 9.20 9.40
m/z 133.05 34.88%
5000
77.0
150.0
7020 | ||
0 m"Hm,m‘_‘H‘H‘wlm"H‘_m_wwww PR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integra

koK ok K ok koK ok Kok K

Peak Number

9.163

Hit# of 5
1 Benzoic
2 Benzoic
3 Benzoic
4 Benzoic
5 Formic a

Abundance Sc

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030322\

: BF127174.D

: 03 Mar 2022 16:39
: CG\JU

: N1689-04

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k oK ok K ok K ok 3 oK oK K oK K ok K ok ok oK ok 3 ok 3 ok 3 oK 3k oK ok 3 oK 3 ok K oK 3K K ok K ok 3 ok ok oK ok ok K ok ok kK ok K

16 Benzoic acid, 2,5-dimethyl- Concentration Rank 20

EstConc Area Relative to ISTD R.T.
2.31 ng 88472  Acenaphthene-dile 9.933
Tentative ID MW MolForm CASH# Qual
acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 95
acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 93
acid, 2,6-dimethyl- 150 C9H1002 000632-46-2 87
acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 87
cid, 1-phenylethyl ester 150 CSH1e02 1000368-94-1 70

an 1169 (9.163 min): BF127174.D\data.ms (-1165) ()  m/z 132.00 100.00%
1

05.1 132.0
5000
A T e
168.1 8.80 9.00 9.20 9.40
0! " m/z 15.18 91.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 132.0150.0
5000 770 LI L B L LI L I
51.0 8.80 9.00 9.20 9.40
' m/z 104.05 88.56%
70 ] \
OHH‘HH“‘\‘\\‘HHi\\‘i\‘m‘\\\‘\\“\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #28332: Benzoic acid, 2,3-dimethyl-
150.0
132.0
el AN A
105.0 8.80 9.00 9.20 9.40
5000 m/z 150.00 74.16%
77.0
““E?Q““MWMW‘Jh“‘W “““MW‘J“““
miz--> 20 40 60 80 100 120 140 160
Abundance #28329: Benzoic acid, 2,6-dimethyl- R ERARNERENS AT
132.0 8.80 9.00 9.20 9.40
m/z 77.05 66.69%
104.0 150.0
5000 77.0
51.0
27.0
0! T I MM e
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39

Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 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

BF021622.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 17 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.439 5.01 ng 191899  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 90
2 2-Ethyl-2-phenylaziridine 147 C1OH13N 000768-82-1 45
3 Benzoic acid, 2,4,5-trimethyl- 164 C1OH1202 000528-90-5 43
4 6-Hydroxy-2-methylindole 147 C9H9ONO 054584-22-4 38
5 1H-Indole, 2,3-dihydro-5-nitro- 164 C8H8N202 032692-19-6 30

Abundance Scan 1216 (9.439 min): BF127174.D\data.ms (-1212) (-)
146.1

m/z 146.05 100.00%

5000 119.1
91.0
| 51‘-0 M 165.1 9.20 9.40 9.60 9.80
Obrr B et b b m/z 164.05  61.79%
m/z--> 20 40 60 100 120 140 160 180
Abundance #39303: Benzmc acid, 2,4,6-trimethyl-
164.0
5000 L L L L LB I R
119.0 9.20 9.40 9.60 9.80
m/z 119.05 45.85%
O\\\‘2\7\\0\‘\\‘}‘\““\‘7\\‘9‘\\\\’“\\‘\"\\\\1‘4\51'\0\“‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25765: 2-Ethyl-2-phenylaziridine
146.0
R REREL A RREANEES
9.20 9.40 9.60 9.80
5000 m/z 118.85  41.55%
91.0 117.0
b 2080 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39291: Benzoic acid, 2,4,5-trimethyl- T
164.0 9.20 9.40 9.60 9.80
119.0 m/z 117.05  38.80%
5000
91.0
0 0 0 | | )
o“““, ‘ H‘ T A T
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.545 3.53 ng 135187  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 58
2 Benzeneacetic acid, .alpha.-ethyl- 164 C10H1202 000090-27-7 55
3 N-Ethyl-N-methyl-4-nitrosobenzen... 164 C9H12N20 036479-98-8 46
4 Benzamide, 4-methyl- 135 C8HINO 000619-55-6 38
5 3-Allyl-6-methoxyphenol 164 C10H1202 000501-19-9 30

Abundance Scan 1234 (9.545 min): BF127174.D\data.ms (-1229) (-) m/z 119.05 100.00%

119.1 164.1
5000 910
63.0 T \
39.1 . 576 9.50
0! HmM b 7S m/z 164.05  86.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
5000
9.50
91.0 m/z 146.05  54.77%
O TTT ‘2\7‘\-\0\“‘ \5\]«‘.(\:“ ‘7\1\'q“ T “\ “f“\ \‘}‘ [“\ \‘\ }?\‘[O\\ “‘\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39374: Benzeneacetic acid, .alpha.-ethyl-
91.0
119.0 9.50
5000 164.0 ITI/Z 149.00 50.90%
51.0 ‘
ol 20t b e b
miz--> 20 40 60 80 100 120 140 160 180
Abundance #40335: N-Ethyl-N-methyl-4-nitrosobenzenamine T
119.0 164.0 9.50
m/z 91.00 50.07%
5000
91.0
42.0 65.0 ‘ & ‘
PSRN AP N0 0 = -
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2,5-Dimethylphenylacetic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.745 3.35 ng 128117  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 90
2 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 50
3 Ethyl m-methylbenzoate 164 C10H1202 000120-33-2 41
4 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 38
5 Phenol, 2-methoxy-4-(1-propenyl)- 164 C10H1202 000097-54-1 35

Abundance Scan 1268 (9.745 min): BF127174.D\data.ms (-1265) () m/z 164.05 100.00%

118.1 164.1
91.0
5000
51.0
9.50 10.00
1. 14
0 1879 /2 146.00  94.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
5000
9.50 10.00
91.0 m/z 118.10 91.03%
51.0 ‘
04 \\‘2\7‘\-\0\“‘\ \“1‘\”“‘\7\1\'%‘ Tt “r“\ \‘M‘\ T T T “‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39278: 2,5-Dimethylphenylacetic acid
119.0 1
Y T ‘ T T ‘ T
9.50 10.00
5000 ITI/Z 119.10 85.10%
164.0
91.0
39.0 ‘ ‘
65.0
oliso g b Ll
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39219: Ethyl m-methylbenzoate —— —
119.0 9.50 10.00
m/z 91.05 57.48%
5000 91.0
164.0
65.0
0l15:0 390 | A "
R e B A o P e
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzoic acid, p-tert-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.845 4.34 ng 166094  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
2 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 59
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 53
4 2-tert-Butyl-4-ethylphenol, 0-is... 264 C16H2403 1000487-42-5 53
5 3-pyridinecarbonitrile, 2-amino-... 163 C8H9N30 1010404-44-3 50

Abundance Scan 1285 (9.845 min): BF127174.D\data.ms (-1281) () m/z 163.10 100.00%
168.1

B

5000
91.1 135.1
-
41.1 115.1 9.50 10.00
Obrr e kLNl L1821 13505 31.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52528: Benzoic acid, p-tert-butyl-
168.0
5000 = il
9.50 10.00
41.0 91.0 135.0 m/z 91.10  28.65%
Jaso. | eso, | uso | ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52687: Benzaldehyde, 5-(1,1-dimethylethyl)-2-hydroxy-
163.0

ey

9.50 10.00
5000 ITI/Z 164.05 12.81%
41.0 107.0
135.0
80y | L |
3 TR R O N Y [
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52511: 3-tert-Butylbenzoic acid
163.0 9.50 10.00
m/z 41.10 11.28%
5000 135.0 MM
o 115.0
0 450 650 | 7 L]
AL B e P P
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127174.D

Acqg On : @3 Mar 2022 16:39
Operator : CG\JU

Sample : N1689-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-Butanol, 2,3-... 3.240 10.7 ng 274715 1 6.886 515875 20.0
Propane, 2-meth... 4.416 5.5 ng 141039 1 6.886 515875 20.0
unknown4.504 4.504 7.6 ng 197135 1 6.886 515875 20.0
unknown6.710 6.710 5.6 ng 144709 1 6.886 515875 20.0
unknown6.945 6.945 2.7 ng 69413 1 6.886 515875 20.0
2-Cyclopenten-1... 7.034 4.0 ng 104060 1 6.886 515875 20.0
unknown?7.086 7.086 12.0 ng 310335 1 6.886 515875 20.0
Hexanoic acid, 7.157 16.5 ng 425288 1 6.886 515875 20.0
unknown7.528 7.528 23.2 ng 832205 2 8.169 716935 20.0
unknown?7.739 7.739 6.6 ng 237761 2 8.169 716935 20.0
unknown8.098 8.098 2.6 ng 92572 2 8.169 716935 20.0
m-Tolylacetic acid 8.986 3.4 ng 122864 2 8.169 716935 20.0
p-Tolylacetic acid 9.022 6.4 ng 228559 2 8.169 716935 20.0
Isoquinoline, 1... 9.051 4.7 ng 181457 3 9.933 765933 20.0
Benzoic acid, 3 9.110 2.8 ng 106181 3 9.933 765933 20.0
Benzoic acid, 2 9.163 2.3 ng 88472 3 9.933 765933 20.0
Benzoic acid, 2... 9.439 5.0 ng 191899 3 9.933 765933 20.0
Benzoic acid, 2... 9.545 3.5 ng 135187 3 9.933 765933 20.0
2,5-Dimethylphe... 9.745 3.4 ng 128117 3 9.933 765933 20.0
Benzoic acid, p... 9.845 4.3 ng 166094 3 9.933 765933 20.0
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