LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BG®57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc :

ALS Vvial : 11 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_ G\Methods\8270-BG052723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57645.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.990 68 77 86 rBv2 28764 69877 4.83% 0.529%
2 4.360 131 140 143 rBV 30804 62673 4.33% 0.474%
3 4.407 143 148 157 rVB 63194 98219 6.78% 0.743%
4 5.241 271 290 301 rBV 78599 340099 23.48% 2.573%
5 5.394 301 316 327 rVB2 60098 190717 13.17% 1.443%
6 5.858 375 395 407 rBV2 143615 392371 27.09%  2.969%
7 6.116 434 439 446 rBV 24221 37084 2.56% 0.281%
8 6.281 462 467 476 rBV 49551 78185 5.40% 0.592%
9 6.774 535 551 559 rBvV 54786 170310 11.76% 1.289%
10 7.461 645 668 670 rBv2 113949 493253 34.06% 3.732%
11 7.491 670 673 685 rVB3 93259 203111 14.02% 1.537%
12 8.301 802 811 813 rBV2 23049 38830 2.68% 0.294%
13 8.337 813 817 822 rW 69929 118562 8.19% 0.897%
14 8.384 822 825 829 rW 11108 16633 1.15% 0.126%
15 8.971 916 925 935 rBV2 53206 129870 8.97% 0.983%
16 9.112 941 949 962 rBvV 490303 879090 60.70% 6.651%
17 9.523 1011 1019 1027 rBV 206278 375112 25.90%  2.838%
18 9.658 1036 1042 1055 rBV 42689 93718 6.47% 0.709%
19 10.187 1127 1132 1138 rBV2 10594 21026 1.45% 0.159%
20 10.557 1177 1195 1211 rBV3 186926 661762 45.69% 5.007%
21 10.939 1253 1260 1271 rBV7 15301 39278 2.71% 0.297%
22 11.174 1293 1300 1310 rBV 107297 197076 13.61% 1.491%
23 11.667 1378 1384 1390 rBV 51424 90931 6.28% 0.688%
24 11.767 1390 1401 1408 rVV2 146718 455198 31.43%  3.444%
25 11.973 1430 1436 1447 rBV3 32779 69528 4.80% 0.526%
26 12.155 1463 1467 1477 rVB8 6464 14701 1.02% 111%

27 12.643 1543 1550 1557 rBV 141460 246341 17.01%
28 12.966 1598 1605 1619 rBV 106269 226209 15.62%

OR R RO
N
=
N
R

29 13.248 1647 1653 1663 rBV 96929 168707 11.65% 276%
30 13.377 1671 1675 1691 rVB4 26624 70853  4.89% 536%
31 13.577 1700 1709 1716 rVB 689112 1036840 71.59%  7.845%
32 13.817 1741 1756 1754 rVB 20957 37715 2.60% 0.285%
33 13.958 1767 1774 1783 rBV9 7275 22636 1.56% 0.171%
34 14.352 1833 1841 1845 rBV6 9841 22530 1.56% ©.170%
35 14.605 1877 1884 1891 rVB2 14798 27327 1.89% ©.207%
36 14.687 1892 1898 1903 rBV3 8196 15259 1.e5% 0.115%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BG®57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc :

ALS Vvial : 11 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_ G\Methods\8270-BG052723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.769 1905 1912 1919 rBV 59490 102646 7.09% 0.777%
38 14.957 1937 1944 1950 rVB 197969 309393 21.36% 2.341%
39 15.233 1986 1991 1995 rBV 148020 218283 15.07% 1.652%
40 15.268 1995 1997 2004 rVV 62768 92569 6.39% 0.700%
41 15.333 2004 2008 2021 rVB 50022 90061 6.22% 0.681%
42 15.680 2060 2067 2073 rBV 96387 167029 11.53% 1.264%
43 15.733 2073 2076 2080 rVB2 11755 16402 1.13% 0.124%
44 15.909 2102 2106 2115 rBvV8 7762 16793 1.16% 0.127%
45 16.226 2156 2160 2164 rVV2 16217 22570 1.56% 0.171%
46 16.291 2164 2171 2179 rVWV 58945 100177 6.92% 0.758%
47 16.437 2190 2196 2208 rBV 526384 836682 57.77% 6.330%
48 16.567 2210 2218 2223 rVWV 51426 78668 5.43%  0.595%
49 16.637 2226 2230 2236 rVB2 16287 28002 1.93% 0.212%
50 16.755 2243 2250 2254 rBV7 11784 23725 1.64% 0.180%
51 16.843 2261 2265 2274 rVB7 10053 17663 1.18% 0.129%
52 17.019 2290 2295 2297 rBvV3 13273 18964 1.31% 0.143%
53 17.048 2297 2300 2304 rVV 64469 92232 6.37% 0.698%
54 17.095 2304 2308 2321 rVB3 40899 75400 5.21% ©.570%
55 17.330 2343 2348 2355 rBV7 11326 27116 1.87% 0.205%
56 17.542 2381 2384 2388 rVV3 10907 15151 1.05% ©0.115%
57 17.606 2391 2395 2401 rVW7 12604 22270 1.54% 0.168%
58 17.695 2404 2410 2418 rVB 262943 398455 27.51%  3.015%
59 17.818 2425 2431 2437 rBvVS8 14697 28685 1.98% 0.217%
60 17.900 2441 2445 2456 rVV6 30832 65630 4.53% 0.497%
61 17.994 2456 2461 2471 rVV2 45433 105893 7.31% 0.801%
62 18.112 2476 2481 2489 rVB 21145 37716 2.60% 0.285%
63 18.435 2531 2536 2548 rBV5 17971 41970 2.90% 0.318%
64 18.535 2548 2553 2563 rBV 208384 316718 21.87%  2.396%
65 19.099 2645 2649 2652 rBV3 11405 15850 1.09% 0.120%
66 19.292 2677 2682 2686 rBV2 42653 65673 4.53% 0.497%
67 19.786 2762 2766 2774 rBV4 33360 54141 3.74% 0.410%
68 20.262 2841 2847 2858 rBV 1096442 1448223 100.00% 10.957%
69 20.432 2874 2876 2882 rVB7 15640 18060 1.25% 0.137%
70 21.008 2970 2974 2979 rBV 53149 67473 4.66% 0.511%
71 21.572 3064 3070 3080 rBV5 39589 104013 7.18% 0.787%
72 22.000 3137 3143 3151 rVB 228132 403725 27.88% 3.055%
73 23.175 3337 3343 3344 rBV6 15265 27548 1.90% 0.208%
74 23.716 3431 3435 3441 rVB2 18468 32230 2.23% 0.244%
75 25.490 3728 3737 3750 rVB2 131516 402144 27.77%  3.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BG®57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS Vvial : 11 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_G\Methods\8270-BG052723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 13216974
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057645.D\data.ms

1000000

800000

600000

9.112

400000

200000
5.858 12.6
4 5'2{/4\94 )Lﬁﬁ&u 6.774 77'/'4{];’&: 8337 g9 ons
0\\\\%\\\‘\\\\‘\\\\‘\\\\\I\T\ \/\\’Tj—v—v—r\ T ‘ ﬂ\A\\\‘\\\\‘\\
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9. 50 10. 00 10.50 11. 00 11.50 12.00 12.50 13.00
Abundance TIC: BG057645.D\data.ms
20.262
1000000
800000
13.577
600000 16.437
400000
17.695 853 22.000
18.535
200000 14'935_)57 233
5.680 21.008 21.572
14.760 1502665 16.2 7 9210.786  20.432 ‘
RESTVEE i DO L N
I e e o e e L L A B e e e e e e e e e L B O Ao
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057645.D\data.ms
1000000
800000
600000
400000
200000 25.490

23.175 23.716

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Propanoic acid, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.990 11.79 ng 69877 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
2 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 38
3 2-0xo-n-valeric acid 116 C5H803 001821-02-9 38
4 N-Acetylethylenediamine 102 C4H1ON20 001001-53-2 36
5 N,N'-Diacetylethylenediamine 144 C6H12N202 000871-78-3 36
Abundance  Scan 77 (3.990 min): BG057645.D\data.ms (-68) (-) m/z 43.15 100.00%
43.1
5000 73.2

R A RERREE

‘H 56.1 88.2 3.80 4.00 4.20 4.40
Olrrrprrrrrrerpretli b bt e e m/z 41,15 51.03%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #2312: Propanoic acid, 2-methyl-

43.0 ,/L
5000 730 \\\\‘\\\\‘\\\\‘\\\\‘\\

3.80 4.00 4.20 4.40
27.0 m/z 73.15 42.47%

88.0
\H‘HH‘Hi‘“‘\\\}“!\‘\\‘\\‘\6\0‘\()\\\“\H\‘\\\!‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9854: Acetic acid, (acetyloxy)-
A MA N

43.0
e

3.80 4.00 4.20 4.40

o

5000 ITI/Z 39.15 19.65%
73.0
59.0 88.0
Oberprrrrprrr el e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9096: 2-Oxo-n-valeric acid AL RmEa SRS
43.0 3.80 4.00 4.20 4.40
71.0 m/z 42.15  14.82%
5000
27.0
oL 140 )l 570 | 840 990 116.0 AA«M | "
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Butanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.360 10.57 ng 62673 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Hexanoic acid 116 C6H1202 000142-62-1 40
4 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 38
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9
Abundance Scan 140 (4.360 min): BG057645.D\data.ms (-131) (-) m/z 60.15 100.00%

60.1
5000
73.0
41.1

HH 4.00 4.20 4.40 4.60
et 882 sz 73.e0  34.19%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2273: Butanoic acid
60.0
5000

27.0 4.00 4.20 4.40 4.60
41.0 m/z 41.15 21.34%

so 1l o
TT ‘ T \ T ‘ TT T ‘ TTT \ ‘ TTTT ‘ TTTT \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4773: Pentanoic acid
60.0

4.00 4.20 4.40 4.60

o

o

5000 m/z 42.15 18.77%
73.0
270 410
“,“ T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9148: Hexanoic acid wuu_m,uu_m,‘
60.0 4.00 4.20 4.40 4.60

m/z 45.15 18.75%

5000 270 41.0 73.0
‘ ‘ 87.0
0 A O R N ™

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Butanoic acid, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.241 57.37 ng 340099 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 38
3 Pentanoic acid 102 C5H1002 000109-52-4 36
4 Formic acid hydrazide 60 CH4N20 000624-84-0 28
5 Ethylamine 45 C2H7N 000075-04-7 7
Abundance Scan 290 (5.241 min): BG057645.D\data.ms (-271) (-) m/z 60.15 100.00%

60.1
5000 43.1

87.2 N
“‘ 5.00 5.20 5.40 5.60

et et e Mz 43015 41.32%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4814: Butanoic acid, 3-methyl-
60.0

5000 R A et
43.0 5.00 5.20 5.40 5.60

870 m/z 41.15  37.15%
Ly H \

27.0 ’
wlll ‘ 101.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro-
60.0

5.00 5.20 5.40 5.60

o

o

5000 m/z 45.15 23.42%
45.0
0 27\\\0 HH ‘\ Lol fI 87\0 1050 122.0
et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4772: Pentanoic acid A
60.0 5.00 5.20 5.40 5.60

m/z 39.15 19.91%

5000
27 41.0 L
0 QLm0 010

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Butanoic acid, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.394 32.17 ng 190717 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 43
4 1,2-Butanediol, 3,3-dimethyl- 118 C6H1402 059562-82-2 22
5 Morpholine 87 C4H9NO 000110-91-8 11
Abundance Scan 316 (5.394 min): BG057645.D\data.ms (-301) (-) m/z 74.15 100.00%
74.2
57.1
5000 41.1
R AR
H ‘ 88.0 5.00 5.20 5.40 5.60 5.80
0 H_m‘w,mwuwmw‘_ R RARaae m/z 57.15  56.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 570 ‘\\\m\\\’\\\\‘\\\\’\\
41.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 47.86%
O H‘\H\‘HH"()\H\“H‘\\‘H‘!\‘\H\“\“H‘\\8\\.’0\\;\0‘\2\.9‘\\H‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5.00 5.20 5.40 5.60 5.80
5000 43.0 m/z 87.15 28.51%
0 ‘ ‘ ‘ u ‘ | ‘ 10\1.0 117.0
‘WH‘WHHV‘H_HW‘HWHH“H_H‘VHWH‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15431: Hexanoic acid, 2-methyl- RN A VP SN At
74.0 5.00 5.20 5.40 5.60 5.80
m/z 73.15 19.56%
5000
43.0
60 0
0 H ol ‘ 101.0115.0 130.0
H_‘H_‘HMH‘_H‘_HW‘HW"WH‘WH‘WHH‘HH‘HHM‘H, R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On 6 Jun 2023 20:16

Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
: 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 6 2-Heptanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.281 13.19 ng 78185 1,4-Dichlorobenzene-d4 8.337
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol 116 C7H160 000543-49-7 83
2 2-Heptanol, (S)- 116 C7H160 006033-23-4 78
3 2-Octanol 130 C8H180 000123-96-6 72
4 2-Octanol, (R)- 130 C8H180 005978-70-1 72
5 Butane, 1-methoxy-3-methyl- 102 C6H140 000626-91-5 56
Abundance Scan 467 (6.281 min): BG057645.D\data.ms (-462) (-) m/z 45.15 100.00%
45.1
5000 A\
83.2 6.00 6.20 6.40 6.60
I “ 692 | 980 00 6.20 640 6. .
Ol e m/z 55.15 19.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9444 2-Heptanol
45.0
5000
6.00 6.20 6.40 6.60
m/z 43.15 16.06%
29.0 83.0
O H’\H%\\H‘\H\“\HH‘HM‘\‘\?%}\C)H\‘HH‘Hgﬁ‘(‘\)\\\]‘_%l\s\\(‘)\\\\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9456: 2-Heptanol, (S)-
45.0
6.00 6.20 6.40 6.60
5000 m/z 41.15 14.51%
o 290 || 690 80 1010
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15646: 2-Octanol
45.0 6.00 6.20 6.40 6.60
m/z 83.15 12.11%
5000
o800 | L 70 90wz0amo [l L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Pentanoic acid, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.774  28.73 ng 170310 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 56
4 3-(Dioxolan-2-yl)-1,1-dimethyl-2... 251 C14H21NO3 1000305-98-1 36
5 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 36

Abundance Scan 551 (6.774 min): BG057645.D\data.ms (-535) (-) m/z 74.15 100.00%

74.2
5000 431 /L
e ARESENEEENs R
6.40 6.60 6.80 7.00
101.2
0 2071 sz 43.15  37.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 43.0 R NAREER RS
6.40 6.60 6.80 7.00
m/z 41.15 22.44%
0 -\1\5\.(‘)\‘}“\ \‘h“‘ T \“\“\‘\‘\:\L\()“:L\-P\ L L L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4831: Butanoic acid, 2-methyl-
74.0
6.40 6.60 6.80 7.00
5000 m/z 73.15 19.32%
41.0
I N ..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15431: Hexanoic acid, 2-methyl-
74.0 6.40 6.60 6.80 7.00
m/z 87.05 17.42%
5000
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

8270-BG052723.M Wed Jun 07 13:35:39 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Heptanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.971 21.91 ng 129870 1,4-Dichlorobenzene-d4 8.337
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59

4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 45
5 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 43

Abundance Scan 925 (8.971 min): BG057645.D\data.ms (-916) (-) m/z 60.15 100.00%

60.1
5000 /\\
43.1 87.2 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 101.1 8.60 8.80 9.00 9.20
o‘u‘uu_‘u_‘uﬂﬁ‘www‘HMLMWJMWH‘JHH‘HH‘HH_‘H m/z 73.00  61.96%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0

5000 A ey
41.0 8.60 8.80 9.00 9.20

87.0 m/z 43.10 31.58%

270
“ U] 10800060150
\H‘HH‘HH‘HH‘HH‘HH HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9149: Hexanoic acid
60.0 M

8.60 8.80 9.00 9.20

o

5000 ITI z 41.15 30.24%
41.0
27.0 87.0
S O S -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825: Butanoic acid, 3-methyl-
60.0 8.60 8.80 9.00 9.20

m/z 55.15  29.72%

5000
41.0
27.0 87.0
0\\“\‘\“\”‘\\‘\1920\\\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20

8270-BGO52723.M Wed Jun 07 13:35:41 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On 6 Jun 2023 20:16

Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexanoic acid, 2-ethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.658 15.81 ng 93718 1,4-Dichlorobenzene-d4 8.337
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 42
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 42
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
5 1,4-Dioxane 88 C4H802 000123-91-1 37
Abundance Scan 1042 (9.658 min): BG057645.D\data.ms (-1036) (-) m/z 73.10 100.00%
5000
41.1
101.2 ot et
I ‘ ‘ ‘ 9.50 10.00
N “m wm b m/z 88.15 78.88%
m/z--> 20 80 100 120 140 160
Abundance #24101 Hexanoic acid, 2-ethyl-
88.0
5000 — ——
57.0 9.50 10.00
29.0 116.0 m/z 57.15 32.51%
T A YY"
O\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 80 100 120 140 160
Abundance #35335. Heptanoic acid, 2-ethyl-
88.0 /\W
L ‘M‘/\/\/“MA‘ ‘A‘ L
9.50 10.00
5000 m/z 41.15 32.30%
41.0
LT )
om_m_h umwm‘m”_‘w”lﬁ%-‘?
m/iz--> 80 100 120 140 160
Abundance #24164: 2—Ethy|—4—methy|pentanoic acid ka1 = e
73.0 9.50 10.00
m/z 55.15 23.40%
5000 41.0
101.0
MELLN Y AL pme
m/z--> 20 40 60 100 120 140 160 9.50 10.00

8270-BGO52723.M Wed Jun 07 13:35:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Octanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.557 67.16 ng 661762  Naphthalene-d8 11.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 95
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 86
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 40
5 Heptanoic acid 130 C7H1402 000111-14-8 38
Abundance Scan 1195 (10.557 min): BG057645.D\data.ms (-1177) (- | m/z 60.15 100.00%
60.1
5000 /t
101.1 1
ul | 1050
ol Ml yi 11448 m/z 73.15 76.75%
miz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
5000 T
10 50
101.0 43.15  39.89%
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
5000 m/z 41. 15 37.64%
oLl L MJ AL 2160 2730 3%
m/z--> 50 100 150 200 250 300 350
Abundance #9146: Hexanoic acid
60.0 10 50
m/z 55.10 34.17%
5000
otsliigo0 o
m/z--> 50 100 150 200 250 300 350 10.50

8270-BG052723.M Wed Jun 07 13:35:44 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.667 9.23 ng 90931 Naphthalene-d8 11.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 Methane, diethoxy- 104 C5H1202 000462-95-3 72
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1010367-13-4 59

Abundance Scan 1384 (11.667 min): BG057645.D\data.ms (-1378) (- | m/z 59.15 100.00%

59.1
5000
103.2 — —

11.50 12.00

39 ‘
0 ‘H““uwm‘wu“wﬁ49“H“““H%49?‘_““‘ m/z 103.15  25.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0
5000 — —p—
103.0 11.50 12.00

31.0 m/z 41.15 15.79%

T ‘ \w“\ \“H\‘\ T i T \‘ \8‘3\9\ T ‘ \ L ‘1\2\9\(\)‘ T \]\_5\9‘ \()\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

o

11 50 12 00
m/z 57.15 14.92%
5000 103.0
29.0 “ 146.0

0 ‘H“NM‘J‘H‘;“‘§%9“ﬁ“w“““m‘“?7%9‘

m/z--> 60 80 100 120 140 160 180
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)- 408 o o
59.0 11. 50 12.00

m/z 45.15 10.97%

5000
31.0 103.0
0

m/z--> 20 60 80 100 120 140 160 180 11.50 12.00

8270-BGO52723.M Wed Jun 07 13:35:45 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzeneacetic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.767 46.20 ng 455198 Naphthalene-d8 11.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59
3 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 59
4 Benzene, (iodomethyl)- 218 C7H7I 000620-05-3 53
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 53
Abundance Scan 1401 (11.767 min): BG057645.D\data.ms (-1390) (- | m/z 91.15 100.00%
91.2
5000
136.2
65.2 —— =
39.1 ‘ 11.50 12.00
e e R ERRRR m/z 136.15  26.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18692: Benzeneacetic acid
91.0
5000 —r e
11.50 12.00
65.0 136.0 m/z 92.15 18.17%
39.0 ‘ ‘
O\\\\‘\1\\“1‘\“\\“‘\\\\‘f\\\‘\f\\‘\\\f“\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140 160 180
Abundance #18702.Benzou:add,44neﬂwh
91.0
—— g
119.0 11.50 12.00
5000 m/z 65.15 16.63%
019-0
m/z--> 20 40 80 100 120 140 160 180
Abundance #55635.Propanemok:add,phenyL e e
91.0 11.50 12.00
m/z 63.15 6.64%
5000
136.0
65.0
44.0
m/z--> 20 40 100 120 140 160 180 11.50 12.00

8270-BGO52723.M Wed Jun 07 13:35:46 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Nonanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.973 7.06 ng 69528 Naphthalene-d8 11.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Octanoic acid 144 C8H1602 000124-07-2 42
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 38
Abundance Scan 1436 (11.973 min): BG057645.D\data.ms (-1430) (- | m/z 60.15 100.00%
60.1
5000 411
1151 WWMJV\M A
L) e 2 ||
O w‘e ll w‘uWu: ‘ ML‘M R e m/z 73.15 90.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35298: Nonanoic acid
60.0
41.0
5000 \AWV\\“"‘V .
12.00
115.0 m/z 57.15 50.97%
87.0 ‘
0 \1\5\.(‘)\‘!‘\ T “\‘1“‘\‘\ “h ‘\ T U“i‘\ T T \‘\ T \]\-5\‘8‘(\)
miz--> 20 40 60 80 100 120 140 160
Abundance #9149: Hexanoic acid
60.0 /\
12.00
5000 m/z 55.10 42.44%
41.0
87.0
o150 | \HH\ “‘U“‘ N R
m/z--> 20 40 60 80 100 120 140 160
Abundance #24060: Octanoic acid T
60.0 12.00
m/z 41.15 41.95%
5000
43.0 101.0
‘ ‘ 84.0 ‘
o280 | 1 || lwmowso b
m/z--> 20 40 60 80 100 120 140 160 12.00

8270-BGO52723.M Wed Jun 07 13:35:47 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 1Indole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.643 25.00 ng 246341 Naphthalene-d8 11.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indolizine 117 C8H7N 000274-40-8 90
3 Benzyl nitrile 117 C8H7N 000140-29-4 87
4 Benzene, 1-isocyano-2-methyl- 117 C8H7N 010468-64-1 87
5 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 86
Abundance Scan 1550 (12.643 min): BG057645.D\data.ms (-1543) (- | m/z 117.05 100.00%
117.1
5000 90.2 A
—— —
301 6‘7'1 12.50 13.00
Obrrrrrrrprrerpretr el 190 st M m/z 90.15 48.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9733: Indole
117.0
5000 — ——
90.0 12.50 13.00
m/z 89.15 38.07%
63.0
0H\‘\H\‘\H.‘\‘Hs\?“\o\\\i‘\\\lM‘}H‘\7\\.\‘\Hw“HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9737: Indolizine
117.0
—— 4y
12.50 13.00
5000 90.0 m/z 63.15 14.73%
39.0 63.0
Ol 200 el TEO
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9744: Benzyl nitrile 7 —
117.0 12.50 13.00
m/z 118.05 9.15%
5000 90.0
500 63.0
77.0
obtso 30 L O L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.50 13.00

8270-BGO52723.M Wed Jun 07 13:35:48 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On 6 Jun 2023 20:16

Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 15 Hydrocinnamic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.966 22.96 ng 226209 Naphthalene-ds 11.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Wydrocinmamic acid 150 coWleo2 000501-52-0 97

1000129-40-0 86
022767-95-9 78
075112-79-7 53
055419-66-4 50

2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3
3 Benzenepropanoic acid 1-methylet... 192 C12H1602
4 Benzenepropanoic acid, silver(1+... 256 C9H9Ag02
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302

Abundance Scan 1605 (12.966 min): BG057645.D\data.ms (-1598) (- | m/z 91.15 100.00%
91.2
5000
150.2
51.1 H ‘ ‘ 13 00
bt b b m/z 104.15  52.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28272: Hydrocinnamic acid
91.0
5000 150.0 o
m/z 150.15 28.14%
51.0 ‘
O\‘\\\\“\‘\“\\‘\\\\H‘\\1\“\\\\‘\\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0
1300
5000 ITI/Z 105.15 17.76%
510 150.0
O 00 e N -1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66692: Benzenepropanoic acid 1-methylethyl ester & ““A
91.0 13 00
m/z 77.15 17.45%
5000 150.0 J\kﬁkwww
51.0
0200l L, | aee e,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

8270-BGO52723.M Wed Jun 07 13:35:49 2023
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On 6 Jun 2023 20:16

Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

arch Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 16 n-Decanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.248 10.91 ng 168707  Acenaphthene-di10 14.957
Hit# of 5 Tentative ID MW MolForm CASH#

1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Octanoic acid 144 C8H1602 000124-07-2 47
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 40
Abundance Scan 1653 (13.248 mln) BGO057645.D\data.ms (-1647) (-  m/z 73.15 100.00%
7’2
5000 4t 129.2 JU
1300 13.50
101.2 : :
0 ,172% m/z 60.10 97.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 T j \’&
43.0 13.00 13.50
m/z 41.10 48.28%
‘ ‘ ‘ 101.0 ‘ 172.0
0\\\‘\\\\“\‘\\”1 \‘}‘\\‘H‘\\\H“\\‘1\‘\\‘\\“\\\\’\\}\’
miz--> 20 40 60 80 100 120 140 160
Abundance #24060: Octanoic acid
60.0
5 —
13.00 13.50
5000 m/z 55.15 46.28%
41,0 101.0
Los \ o || o
‘H“““‘ ““_“““‘w“““‘u,““
miz--> 20 100 120 140 160
Abundance #9146.Hexanou:amd T —
60.0 13.00 13.50
m/z 43.15 45.72%
5000
41.0 87.0
0 \mHu\w\«wm\m_‘1\1:6;9”“””,”‘\ v [
m/z--> 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On 6 Jun 2023 20:16

Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.769 6.64 ng 102646  Acenaphthene-die 14.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 96
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 87
3 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 87
4 Benzene, 1-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 83
5 Benzene, 1l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 80

Abundance Scan 1912 (14.769 min): BG057645.D\data.ms (-1905) (1 m/z 104.15 100.00%
104.2 133.2
5000 78.2
51.1
“ ‘ 163.1 14.50 15.00
bl ‘M il il m/z 133015 87.73%
miz--> 20 80 100 120 140 160
Abundance #16909.2H4ndoL2-one,L3-mhydro-
104.0 133.0
5000 -
8.0 14 50 15.00
51.0 m/z 78.15 45.39%
O\‘2\7\‘O\\“‘\\m\“‘\‘\\‘\“\\‘\\"\\\‘\\H\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160
Abundance #16852: 1H-Benzotriazole, 5-methyl-
104.0 MA
T ‘ T \A
1330 14 50 15.00
5000 m/z 105.15 40.92%
77.0
51.0
ozl d L
miz--> 20 80 100 120 140 160
Abundance #16856.1H—Benzotﬂazob,44nethyk
104.0 14.50 15.00
133.0 m/z 77.10 21.28%
5000
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Piperidine-2,5-dione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.233 14.11 ng 218283  Acenaphthene-di10 14.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caprolactam 113 C6H11NO 000105-60-2 68
2 Piperidine-2,5-dione 113 C5H7NO2 052065-78-8 59
3 .+/-.-.beta.,.beta.-Dimethyl-.ga... 144 C7H1203 052398-48-8 59
4 2H-Pyrrol-2-one, 1,5-dihydro-4-m... 113 C5H7NO2 069778-83-2 50
5 1-(3-methoxyphenyl)-2-(piperazin... 248 C14H20N202 1000455-99-4 47
Abundance Scan 1991 (15.233 min): BG057645.D\data.ms (-1986) (- | m/z 113.15 100.00%
118.2
69.2
5000
411
—— —
H “ 95.2 1502 1662 15.00 15.50
om_mhmu_ il p b 2PYE 2202 m/z 69.1 59.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7826: Caprolactam
113.0
55.0
5000 85.0 T
15.00 15 50
‘ m/z 56.15 45.47%
Oq“
miz--> 20 80 100 120 140 160
Abundance #7774 Piperidine-2,5-dione
390 113.0
Lo —
15. 00 15.50
5000 m/z 35.89%
56.0
‘ 85.0
b1 Hw‘m‘w‘w“”‘_H‘Wm_m_m
m/iz--> 20 40 100 120 140 160
Abundance #23932: +/——beta beta -Dimethyl-.gamma.-(hydroxy-me
113.0 15 00 15 50
m/z 85.1 35.72%
5000 56.0
290 85.0
0 w\ 1440 -
m/z--> 60 80 100 120 140 160 15.00 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 2,6-Dimethylphenyl isocyanate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.680 10.80 ng 167029  Acenaphthene-di10 14.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethylphenyl isocyanate 147 CSHONO 028556-81-2 86
2 2-Naphthalenamine, 5,6,7,8-tetra... 147 C10OH13N 002217-43-8 70
3 2-Indolinone, 1-methyl- 147 C9HONO 000061-70-1 64
4 1H-Indole-1-carboxaldehyde, 2,3-... 147 C9HONO 002861-59-8 60
5 (2-Benzimidazolyl)methylamine 147 C8HON3 005805-57-2 52

Abundance Scan 2067 (15.680 min): BG057645.D\data.ms (-2060) (- | m/z 118.15 100.00%
118.2 147.2
5000
92.2
—— —
511 ‘ | 1002 15.50 16.00
0! 1O b e 19920 g 147,15 91.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26127: 2,6-Dimethylphenyl isocyanate
147.0
119.0
5000 —r— ——
39.0 91.0 15.50 16.00
65.0 m/z 119.15 77.37%
015‘0 \"‘H\\N}\\\‘\‘\H\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25793: 2-Naphthalenamine, 5,6,7,8-tetrahydro-
119.0 147.0
=t —
15.50 16.00
5000 ITI/Z 92.15 31.10%
39.0 65.0 gﬁﬂ
oY S | T | N T AN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26103: 2-Indolinone, 1-methyl- A —
118.0 147.0 15.50 16.00
m/z 91.10  28.03%
5000
51.0 910
obr 20 T ttage] b
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BGO57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.535 15.90 ng 316718 Phenanthrene-d10 17.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2553 (18.535 min): BG057645.D\data.ms (-2548) (- | m/z 73.10 100.00%

7’2
43.1
5000
129.1
213.3 N ‘
‘ Hlll 157.2185.2 256.3 18.50
oWw‘f‘:‘w!h‘“w”m‘ew mum‘_“”_‘Hwww‘ww‘_ m/z 60.18  79.37%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 Lol ‘
18.50
m/z 43.15 77.00%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92069: Tridecanoic acid
73.0
\

—
430 18.50

5000 129.0 m/Z 57.15 63.64%
171.0
‘ 214.0
AT S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid e ‘
43.0 73.0 18.50

m/z 55.15 62.75%

5000 129.0
199.0
gy wo 1L ]
150‘ ‘ ‘ ] ‘ Hu \H ‘\H i ‘ | ‘

O‘H‘wHJMH”HH HH‘H‘wu‘wu‘wu‘wu‘wu‘wu‘wu‘w‘ T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO60623\
Data File : BG®57645.D

Acqg On : 6 Jun 2023 20:16
Operator : CG/JU

Sample : 02997-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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|
Propanoic acid,... 3.990 11.8 ng 69877 1 8.337 118562 20.0
Butanoic acid 4.360 10.6 ng 62673 1 8.337 118562 20.0
Butanoic acid, 5.241 57.4 ng 340099 1 8.337 118562 20.0
Butanoic acid, 5.394 32.2 ng 190717 1 8.337 118562 20.0
2-Heptanol 6.281 13.2 ng 78185 1 8.337 118562 20.0
Pentanoic acid,... 6.774 28.7 ng 1703106 1 8.337 118562 20.0
Heptanoic acid 8.971 21.9 ng 129870 1 8.337 118562 20.0
Hexanoic acid, 9.658 15.8 ng 93718 1 8.337 118562 20.0
Octanoic acid 10.557 67.2 ng 661762 2 11.174 197076 20.0
2-Propanol, 1-[... 11.667 9.2 ng 90931 2 11.174 197076 20.0
Benzeneacetic acid 11.767 46.2 ng 455198 2 11.174 197076 20.0
Nonanoic acid 11.973 7.1 ng 69528 2 11.174 197076 20.0
Indole 12.643 25.0 ng 246341 2 11.174 197076 20.0
Hydrocinnamic acid 12.966 23.0 ng 226209 2 11.174 197076 20.0
n-Decanoic acid 13.248 10.9 ng 168707 3 14.957 309393 20.0
2H-Indol-2-one,... 14.769 6.6 ng 102646 3 14.957 309393 20.0
Piperidine-2,5-... 15.233 14.1 ng 218283 3 14.957 309393 20.0
2,6-Dimethylphe... 15.680 10.8 ng 167029 3 14.957 309393 20.0
n-Hexadecanoic ... 18.535 15.9 ng 316718 4 17.695 398455 20.0
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