LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc :

ALS Vvial : 13  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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51053.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.034 75 93 102 rVB 128695 458440 4.97% 1.070%
2 4,322 130 142 155 rVB 78901 212694 2.30% 0.496%
3 5.245 256 299 302 rBV 241416 1805906 19.56% 4.214%
4 5.409 302 327 331 rVB2 205818 990176 10.73%  2.311%
5 5.762 373 387 391 rBV 244412 608885 6.60% 1.421%
6 6.091 437 443 452 rVB2 54068 95814 1.04% 0.224%
7 7.236 629 638 648 rBVv2 55054 124633 1.35% 0.291%
8 7.372 654 661 673 rVB 108968 201347 2.18% 0.470%
9 8.223 799 806 811 rBV 135588 254376 2.76% 0.594%
106 8.282 811 816 831 rVW3 62315 217582 2.36% ©0.508%
11 8.523 835 857 873 rVv2 233558 986131 10.68% 2.301%
12 8.858 902 914 920 rBV 121571 294218 3.19% 0.687%
13 9.399 998 1006 1015 rBV 402363 719645 7.79% 1.679%
14 9.780 1063 1071 1088 rBV 132764 332433 3.60% 0.776%
15 10.350 1163 1168 1176 rVB3 49534 95098 1.03% 0.222%
16 10.797 1239 1244 1261 rVB 170759 316338 3.43% 0.738%
17 11.050 1279 1287 1297 rVB 199533 358931 3.89% 0.838%
18 11.420 1341 1350 1368 rBV3 84009 179787 1.95% 0.420%
19 11.631 1371 1386 1396 rBV 278475 764550 8.28% 1.784%
20 12.659 1552 1561 1588 rBV2 98565 441115 4.78% 1.029%
21 13.470 1691 1699 1706 rBV 1008581 1574966 17.06% 3.675%
22 14.616 1887 1894 1898 rBV 282712 497903 5.39% 1.162%
23 14.657 1898 1901 1912 rVB2 82700 148951 1.61% 0.348%
24 14.851 1925 1934 1943 rVB 343852 549875 5.96%  1.283%
25 15.785 2084 2093 2102 rBV2 55538 110290 1.19% 0.257%
26 15.920 2108 2116 2124 rBV 143456 235465 2.55% 0.549%
27 16.337 2181 2187 2195 rVV 515798 796720 8.63% 1.859%
28 16.420 2195 2201 2207 rVV 120238 189679 2.05% 0.443%
29 16.661 2234 2242 2252 rBV2 178255 318750 3.45% 0.744%

30 17.031 2288 2305 2311 rBV 3109719 6302366 68.26% 14.707%

31 17.107 2311 2318 2328 rVB 1091709 1659462 17.97%
32 17.213 2328 2336 2350 rBV 1662114 2727031 29.54%
33 17.601 2395 2402 2412 rBV 411830 644923 6.99%
34 18.300 2513 2521 2523 rBV 959027 1522831 16.49%
35 18.365 2523 2532 2537 rVV 3754579 9232288 100.00% 21.
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36 18.453 2539 2547 2550 rVVv2 213723 404019 4.38% 0.943%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS Vvial : 13  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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.488 2550 2553 2564 rVwV 212814 352412 3.82% 0.822%
38 18.600 2566 2572 2579 rVB2 265838 443357 4.80% 1.035%
39 18.929 2622 2628 2631 rBV 229641 355292 3.85% 0.829%
40 18.964 2631 2634 2640 rVB2 211337 318897 3.45% 0.744%
41 19.105 2649 2658 2665 rVB 395035 575218 6.23% 1.342%
42 19.269 2678 2686 2690 rBV2 127460 177425 1.92% 0.414%
43 19.387 2702 2706 2711 rVB3 74367 92972 1.01% 0.217%
44 20.186 2836 2842 2851 rBV 1768293 2389783 25.89% 5.577%
45 20.533 2897 2901 2911 rVvv3 90918 168250 1.82% 0.393%
46 21.484 3059 3063 3075 rVB2 105512 227728 2.47% 0.531%
47 21.896 3127 3133 3141 rVB 364821 633775 6.86% 1.479%
48 23.400 3385 3389 3398 rVB2 61147 118587 1.28% 0.277%
49 25.303 3703 3713 3725 rVB2 194613 625659 6.78% 1.460%
Sum of corrected areas: 42852973
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051053.D\data.ms
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Abundance TIC: BG051053.D\data.ms

18.865
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 10
R.T. EstConc Area Relative to ISTD R.T.
4.034 36.04 ng 458440  1,4-Dichlorobenzene-d4 8.223

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 91
2 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 12
3 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 2-0xo-n-valeric acid 116 C5H803 001821-02-9 9

Abundance  Scan 93 (4.034 min): BG051053.D\data.ms (-75) (-) m/z 43.05 100.00%

43.0
5000 73.0 L
At e
‘ | 580 88.0 3.80 4.00 4.20 4.40
o""""‘m""uu1\","Mu,kum_H!_m m/z 41.80 51.20%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 730 uﬂuu‘uu‘uu’uu‘\u

3.80 4.00 4.20 4.40
m/z 73.00 39.90%

ZTO “‘ 55.0 88.0
O\\\‘\\\-\‘\\i“‘\\\H\‘\\\’\H\"HH“\M\‘\H!‘HH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2435: Propane, 2-nitro-
43.0
N N R RRRRREESE RN
3.80 4.00 4.20 4.40
5000 27.0 m/z 39.00  18.85%
H“‘H‘“H“‘H“"H,“H,“H“‘H“‘H““
m/z--> 10 40 50 60 70 80 90
Abundance #2278: CH3C(O)CH2CH20H
43.0 3.80 4.00 4.20 4.40
m/z 45.00 16.20%
5000
70.0
31.0
15.0 ‘ 55.0 ‘ 88.0
m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 18
R.T. EstConc Area Relative to ISTD R.T.
4.322 16.72 ng 212694 1,4-Dichlorobenzene-d4 8.223

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 50
3 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 39
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 9

5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 9
Abundance Scan 142 (4.322 min): BG051053.D\data.ms (-130) (-) m/z 60.00 100.00%

60.0

F

5000
41.0 S s R
\HH o 880 4.00 4.20 4.40 4.60
Obrprrrrrrrrr et b A0 280 1071 m/z 73.00  30.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2274: Butanoic acid
60.0
5000 LA L B A IR R R
4.00 4.20 4.40 4.60
27.0 41.0 m/z 41.00 21.85%
OH‘\HHH{H‘HH“HHH‘H‘H‘\\\\i‘\\\\‘\\8\8\“0\\\\‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4773 Pentanoic acid
60.0
e RAREREEsEE s
4.00 4.20 4.40 4.60
5000 m/z 42.00 21.13%

g e e S e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro-

o
N
~
o
N
=
(@)

60.0 4.00 4.20 4.40 4.60
m/z 45.00 18.62%

5000
45.0

=

270 HH\W 870 1050 1220
Obrrprrrrprrtipr bbb e e e SERSVS AL e

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Butanoic acid, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.245 141.99 ng 1805910 1,4-Dichlorobenzene-d4 8.223
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Formic acid hydrazide 60 CH4N20 000624-84-0 50
3 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 39
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 39
5 Pentanoic acid 102 C5H1002 000109-52-4 38

Abundance Scan 299 (5.245 min): BG051053.D\data.ms (-256) (-) m/z 60.00 100.00%

8270-BG111321.M Wed Nov 17 13:24:08 2021

60.0
5000 43.0
870 UL L B I B A B L
‘ ‘ ‘ 5.00 5.20 5.40 5.60
Oberprrrrprer ettty L 20L0 0 m/z 43,00 41.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 UL L B R BB L
43.0 5.00 5.20 5.40 5.60
87.0 m/z 41.00 36.61%
gl
OH‘H\\‘H\‘\“HHiH\\‘HW\“H\\“H\\‘HH‘HH‘\-\H‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #352: Formic acid hydrazide
60.0
R AR R
5.00 5.20 5.40 5.60
m/z 45.00  25.69%
5000 43.0
Otrrprrrr e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro- R RERER
60.0 5.00 5.20 5.40 5.60
m/z 39.00 20.76%
5000
45.0
0 27\\\0 | HH ‘\ Lol . 8?.0 105'0 122.0
et e e e e R
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\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Pentanoic acid, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.409 77.85 ng 990176 1,4-Dichlorobenzene-d4 8.223
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 91
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
4 Methyl valerate 116 C6H1202 000624-24-8 40
5 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 40
Abundance Scan 327 (5.409 min): BG051053.D\data.ms (-302) (-) m/z 74.00 100.00%

74.0
57.0
5000 41.0

5.00 5.20 5.40 5.60 5.80
102.1
el e PO S E y M/2Z 57.85 56.71%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4817: Butanoic acid, 2-methyl-
74.0
29.0 57.0
5000

5.00 5.20 5.40 5.60 5.80
m/z 41.00 50.847%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15421: Hexanoic acid, 2-methyl-
74.0

5.00 5.20 5.40 5.60 5.80
5000 m/z 87.00 25.30%

o

o

43.0
‘ | 101.0 130.0
HWm‘mwwwwww e
10 20 30 40 50 60 70 80 90 100110120130
#9217: Pentanoic acid, 2-methyl-

0
m/z-->
Abundance _m_m‘uwm‘,u
74.0 5.00 5.20 5.40 5.60 5.80
m/z 73.00 18.61%
5000 43.0
27.0
0 L L seo || 10101370
m_m‘mww‘mwwww T e T T
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\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 3-Methyl-hexanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.282 17.11 ng 217582 1,4-Dichlorobenzene-d4 8.223

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 50
2 Hexanoic acid, 6-bromo- 194 C6H11Bro02 004224-70-8 50
3 5-Methylhexanoic acid 130 C7H1402 000628-46-6 47
4 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 43
5 Phospholane 88 C4H9P 003466-00-0 38

Abundance Scan 816 (8.282 min): BG051053.D\data.ms (-811) (-) m/z 60.00 100.00%

60.0
43.1
5000
87.0

| 8.00 8.20 8.40 8.60
el b e e m/z 43.10  69.33%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15410: 3-Methyl-hexanoic acid
60.0
43.0

5000  RRGRRTESLSESRLSSES
87.0 8.00 8.20 8.40 8.60

m/z 41.05 57.58%

‘ ‘\ 101.0115.0129.0
H‘HH’HH’HH‘HH‘HH \H\‘HH’H\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #69514: Hexanoic acid, 6-bromo-
60.0

800820840860

o

o

41.0
27.0
97.0
O il A iR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15407: 5-Methylhexanoic acid “‘_““‘H““H,“‘
60.0 8.00 8.20 8.40 8.60

m/z 69.05 35.89%

43.0
5000 87.0
200 ] ‘M\ Il 11501290

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Hexanoic acid, 4-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.523 77.53 ng 986131 1,4-Dichlorobenzene-d4 8.223
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-methyl- 130 C7H1402 001561-11-1 74
2 (R)-(-)-4-Methylhexanoic acid 130 C7H1402 052745-93-4 50
3 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 14
4 Oxirane, 3-hydroxypropyl- 102 C5H1002 021915-56-0 14
5 4-Nonanol 144 C9H200 005932-79-6 14

Abundance Scan 857 (8.523 min): BG051053.D\data.ms (-835) (-)
71.

m/z 71.05 100.00%

0
41.0
5000
101.0 “,/Lj
m ‘ 8.20 8.40 8.60 8.80
ob bl Ll 2071 2810 /7 s5.00  90.29%
miz--> 50 100 150 200 250
Abundance #15419: Hexanoic acid, 4-methyl-
71.0
5000 H‘HH‘HH’HH‘/\\\TT’T
8.20 8.40 8.60 8.80
101.0 m/z 72.95 77.32%
O T T T T ‘ \h‘\‘\““ \‘\ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15477: (R)-(-)-4-Methylhexanoic acid
71.0
41.0 8.20 8.40 8.60 8.80
5000 m/z 41.00 70.06%
101.0
I wﬂu‘ S0
miz--> 50 100 150 200 250
Abundance #15753: 3-Hexanol, 3,5-dimethyl- T
73.0 8.20 8.40 8.60 8.80
m/z 74.00 44.65%
43.0
5000
[y o
L0 | A N —— D0 A A W
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Heptanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.858 23.13 ng 294218 1,4-Dichlorobenzene-d4 8.223

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 64
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 50
Abundance Scan 914 (8.858 min): BG051053.D\data.ms (-902) (-) m/z 59.95 100.00%
60.0
5000
A
87.0 R R R R e
‘ ‘ ‘ ‘ 101.0 8.60 8.80 9.00 9.20
O berrprrrr e m‘lwmww‘mwwww m/z 72.95  58.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0 /\\
5000 UL R B I B B R
410 8.60 8.80 9.00 9.20
270 87.0 m/z 43.05 33.10%
O \\\HU\1\\‘\w\‘\‘H]\-\O“]\-;\O\J‘-\l\s\;‘o\\]-\g\el\()\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9149: Hexanoic acid
60.0
S RARRARREN
8.60 8.80 9.00 9.20
5000 m/z 41.05 30.99%
41.0
27.0 ‘ 87.0
0"Wm‘mm_mH“‘“NMHHH‘HH_m‘mWm_m‘mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825 Butanoic acid, 3-methyl- R RRARA RN
60.0 8.60 8.80 9.00 9.20
m/z 54.95 26.80%
5000
41.0
27.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Phenylethyl Alcohol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.780  18.52 ng 332433  Naphthalene-d8 11.050

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenylethyl Alcohol 122 C8H100 000060-12-8 97
2 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 76
3 Toluene 92 C7H8 000108-88-3 76
4 Tetracyclo[3.2.0.0(2,7).0(4,6)]h... 92 C7H8 000278-06-8 64
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 59

Abundance Scan 1071 (9.780 min): BG051053.D\data.ms (-1063) (-) m/z 91.00 100.00%

91.0
5000
65.0 122.0
39.0 950 1000
Obrrprrrepree el bl A9l m/z 92.00 53.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11311: Phenylethyl Alcohol
91.0
5000 7 —
9.50 10.00
65.0 122.0 m/z 65.00 17.90%
39.0
OH‘H\\‘HH‘HH“HHUHH‘}‘\\\‘H\u‘HH‘\‘\H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2777 Spiro[2,4]hepta-4,6-diene
91.0
—— —
9.50 10.00
5000 ITI/Z 122.00 17.52%
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2753: Toluene T —— ‘/
91.0 9.50 10.00
m/z 39.00 8.14%
5000
39.0 65.0
0 ‘ i \“ |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.797 17.63 ng 316338 Naphthalene-d8 11.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53

Abundance Scan 1244 (10.797 min): BG051053.D\data.ms (-1239) (- m/z 45.00 100.00%

45.0
5000
=0 1050 1100
101.0
P — M “!“u‘ I s 2088 o s7.05  o6.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 lO 50 ll 00
m/z 41.00 6.68%
‘810
O \\\‘\‘H“\‘\“‘H‘\\ H\\‘1‘\“\f\\‘f\\f‘]\_\gfz\-‘of\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0 j\v
1050 1100
5000 ITI z 75.00 8.20%
29.0
L bl
obrrryolbodbe b b g 3320 ae30
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 1050 1100
m/z 56.10 6.76%
5000
89.0
Lol ke | s
et H“‘H“_“‘_“‘_“w“‘w“‘w“H
m/z--> 20 40 60 80 100 120 140 160 180 200 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Benzeneacetic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.631 42.60 ng 764550  Naphthalene-d8 11.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 64
3 Benzyl 2-chloroethyl sulfone 218 C9H11Cl02S 066998-67-2 50
4 12-Benzyl-4,9,15-trioxa-3,5,8,10... 325 C13H7N704 1394125-25-7 50
5 Toluene 92 C7H8 000108-88-3 47

Abundance Scan 1386 (11.631 min): BG051053.D\data.ms (-1371) (- m/z 91.00 100.00%
91.0

F:::::~:::>

5000
650 136.0 T ‘ T T ‘ T
39.0 { ‘ 11.50 12.00
O et e e e e e e m/z 136.00 24.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18692: Benzeneacetic acid
91.0
5000 — —
11.50 12.00
65.0 136.0 m/z 92.00  16.74%
39.0 " ‘ ‘
O\‘\\\\“\‘\“\\“‘i\\\“\\h\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18577: p-Methylbenzeneboronic acid
91.0
—r 1
136.0 11.50 12.00
5000 ITI/Z 65.00 16.27%
45.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97141: Benzyl 2-chloroethyl sulfone —4 P
91.0 11.50 12.00
m/z 38.95 7.65%
5000
65.0
27.0
S N W N2 S - [, =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 unknownl2.659 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.659 24.58 ng 441115 Naphthalene-d8 11.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 42
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 38
3 Crotonic anhydride 154 C8H1003 000623-68-7 28
4 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
5 Oxazole 69 C3H3NO 000288-42-6 9

Abundance Scan 1561 (12.659 min): BG051053.D\data.ms (-1552) (-  m/z 69.00 100.00%

69.0
5000
41.0
—— —
m‘ 10‘3-0 1540 12.50 13.00
bl b b o e M/z 41,00 26.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5000 e S
12.50 13.00
41.0 m/z 39.00 17.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
= —
12.50 13.00
5000 ITI/Z 87.00 15.14%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31847: Crotonic anhydride Ay e
69.0 12.50 13.00
m/z 43.00 15.09%
5000
41.0
126.0
(WECSI SR RS AN 1 IS N E— v, Lo i
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

8270-BG111321.M Wed Nov 17 13:24:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1,3-Benzenediamine, 4-methoxy- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.616 18.11 ng 497903  Acenaphthene-d10 14.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 97
2 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 87
3 4'-Fluorovalerophenone 180 C11H13FO 029114-66-7 78
4 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 72
5 1,3-Benzenediol, 4-ethyl- 138 C8H1002 002896-60-8 58

Abundance Scan 1894 (14.616 min): BG051053.D\data.ms (-1887) (- m/z 123.00 100.00%
128.0
5000 95.0 A\
410 67.0 ‘ 14 50 15.00
bt e L 2071 sz 138,05 46.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19784: 1,3-Benzenediamine, 4-methoxy-
128.0
5000
95.0 14 50 15 00
m/z 95.00 41.29%
280 52.0
O \\\‘\\\\‘i“\‘\‘l”\‘\h\\\”\\\!‘\\‘\\’1\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19895: Benzene, 1,4-dimethoxy-
128.0
14 50 15 00
5000 95.0 m/z 96.00 14.67%
63.0
41. 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54633: 4'-Fluorovalerophenone 7 T
123.0 14.50 15.00
m/z 67.00 8.70%
5000 95.0
0 0 500 730 | 1510 180.0 b
R e AR e A e Sy
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

8270-BG111321.M Wed Nov 17 13:24:15 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Benzenamine, 2-methoxy-5-ni... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.031 195.45 ng 6302370  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 98
2 Benzenamine, 2-methoxy-4-nitro- 168 C7H8N203 000097-52-9 94
3 Benzenamine, 4-methoxy-2-nitro- 168 C7H8N203 000096-96-8 83
4 p-Anisidine, 3-nitro-, 168 C7H8N203 000577-72-0 72
5 Benzenamine, 3-methoxy-5-nitro- 168 C7H8N203 000586-10-7 68

Abundance Scan 2305 (17.031 min): BG051053.D\data.ms (-2288) (-  m/z 168.00 100.00%

168.0
5000 52.0 79.0
122.0

‘ ‘ 17 00
0 1040 o a18500 | w/z s2.00 44.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43886: Benzenamine, 2-methoxy-5-nitro-
168.0
52.0
5000 79.0 17.00

m/z 78.95 42.97%

30.0
0 104‘0 il | 150\0 ‘
T ‘\\\\‘\\\\‘\\\\‘\ \‘
m/z--> 200 40 60 80 100 120 140 160
Abundance #43892: Benzenamine, 2-methoxy-4-nitro-
168.0
—r

17.00
5000 m/z 95.00 39.86%
79.0
52.0 ‘ 122.0
N0 7 T R

miz--> 20 40 60 80 100 120 140 160

Abundance #43888: Benzenamine, 4-methoxy-2-nitro-
168.0 1700

m/z 153.00  39.54%

122.0
5000
520 790
28.0
I {— T \H\ ‘\W il I ‘ 49 150v0 ‘

i
m/z--> 20 40 60 80 100 120 140 160 1700

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 4',6'-Dimethoxy-2',3'-dimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.107 51.46 ng 1659460  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14',6'-Dimethoxy-2"',3"-dimethylac... 208 C12H1603 1010244-80-3 53
2 Methyl 5-acetyl-2-methoxybenzoate 208 C11H1204 039971-36-3 49
3 benzenamine, 3,5-dimethyl-N-(1-m... 208 C11H16N202 1000400-57-7 47
4 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 47
5 2-Acetylthiophene, 5-(2-thienyl)- 208 C10H80S2 003515-18-2 47

Abundance Scan 2318 (17.107 min): BG051053.D\data.ms (-2311) (- m/z 193.00 100.00%

198.0
5000
117.0 146.0
—

76.0 ! '
39.0 17.00 17.50
0 221.L m/z 208.10  56.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #84824: 4',6'-Dimethoxy-2',3'-dimethylacetophenone
1938.0
5000 ' ! !
17.00 17.50
m/z 146.00 36.14%
17.0, 430 67,0 910 1200 1500 | |
\\\‘\\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84486: Methyl 5-acetyl-2-methoxybenzoate
198.0 /L
— Ly
17.00 17.50
5000 ITI/Z 117.00 35.83%
165.0
43.0 119.0 ‘
150 880, 0 et b
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #84618: benzenamine, 3,5-dimethyl-N-(1-methylethyl)-4-1 — ——
193.0 17.00 17.50
m/z 76.00 18.54%

5000

147.0
410 770 120.0 ‘ | /\
|

o SRS PR YW R i W I i B s —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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-Methyl-5-nitro-1H-benzoim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.213 84.57 ng 2727030  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-5-nitro-1H-benzoimidazo... 193 C8H7N303 066108-85-8 58
2 Benzaldehyde, p-nitro-, dimethyl... 193 C9H11N302 010424-92-7 38
3 benzenamine, 3,5-dimethyl-N-(1-m... 208 C11H16N202 1000400-57-7 38
4 1H-benzimidazole-2-methanol, 6-n... 193 C8H7N303 1000400-27-2 32
5 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 30

Abundance Scan 2336 (17.213 min): BG051053.D\data.ms (-2328) (-  m/z 193.05 100.00%

193.1
5000 146.9
510 79.0
N M 1180 | | 17.00 17.50
O bbbl b byt e b m/z 146,95 50.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68238: 1-Methyl-5-nitro-1H-benzoimidazol-2-ol
193.0
5000 — —
147.0 17. 00 17.50
20.0 66.0 93.0 119.0 m/z 208.0 23.13%
0 \\\‘\\‘\\}H\‘\m\““‘\\\H"\\w‘\‘\\\\‘\\\‘\‘\‘1\\‘%\\\‘\\\‘\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #68272: Benzaldehyde, p-nitro-, dimethylhydrazone
198.0
; ——
17.00 17.50
5000 m/z 79.60  19.68%
132.0
18.0 : 163.0
o220 o020, | o |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84618: benzenamine, 3,5-dimethyl-N-(1-methylethyl)-4-I = —
193.0 17.00 17.50
m/z 76.00 15.93%
5000
147.0
410 710 1200 ‘ | /\
0 b el e bbb ety — —4
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 2-Amino-4-acetamino anisole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.300 47.23 ng 1522830  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 93
2 2-Fluoro-N-[2-(4-methylphenoxy)e... 287 C17H18FNO2 1178434-93-9 72
3 4-Fluoro-N-(2-hydroxy-1,1-dimeth... 211 C11H14FNO2 343316-37-0 64
4 4-Fluorobenzoic acid, allyl ester 180 C10H9F02 329361-68-4 47

5 Benzhydrazide, 4-fluoro-N2-chlor... 230 C9H8CI1FN202 1000266-55-2 47

Abundance Scan 2521 (18.300 min): BG051053.D\data.ms (-2513) (-  m/z 123.00 100.00%

123.0
5000 180.1
43 0 95.0 T ‘ T T ‘ T
" 67.0 ‘ 149.0 ‘ 18.00 18.50
Ol et gl gl R0 L L mjz 180.10  44.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55520: 2-Amino-4-acetamino anisole
123.0
5000 —— P
180.0 18.00 1850
430 95.0 m/z 94.95  25.29%
15.0 6.0 || 1490
O\\‘\‘\}\\‘ih\\‘U\‘\w\\‘i\\\‘\‘\\\\“\\\\“‘\\‘\\‘\\\\\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #182822: 2-Fluoro-N-[2-(4-methylphenoxy)ethyllbenzami
128.0 180.0
e =
18.00 18.50
5000 m/z 165.60  17.70%
95.0
oll50 420 650 | | 11490
R S M SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88409: 4-Fluoro-N-(2-hydroxy-1,1-dimethylethyl)benzarr e —
123.0 18.00 18.50
m/z 43.00 16.90%
5000
95.0 180.0
0l 15.0 42.0 g9 | | 1520 |
R e R aE R R — s
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1,3-Benzenediamine, 4-methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.365 286.31 ng 9232290  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methyl-5-n... 167 C7H9N302 006629-29-4 98
2 4-Pyridinecarboxaldehyde, 3-hydr... 167 C8H9NO3 000066-72-8 60
3 Phenol, 2,6-dimethyl-4-nitro- 167 C8HINO3 002423-71-4 25
4 3,5-Pyridinedicarboxylic acid 167 C7H5NO4 000499-81-0 25
5 1H-Pyrrole-2-carboxylic acid, 3-... 167 C9H13NO2 069687-81-6 22

Abundance Scan 2532 (18.365 min): BG051053.D\data.ms (-2523) (-  m/z 167.05 100.00%
16V7.1

94,0 121.1
5000
67.0
41.0 — —
18.00 18.50
0 ol 2080 myz 121,05 59.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42619: 1,3-Benzenediamine, 4-methyl-5-nitro-
167.0
121.0
5000 94.0 T N
18.00 18.50
410 670 m/z 94.05 58.83%
0150 ‘\\“\\\‘\H‘\\‘\\‘\l\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42798: 4-Pyridinecarboxaldehyde, 3-hydroxy-5-(hydroxy
167.0
— —
120.0 18.00 18.50
m/z 120.05 53.20%
5000 80.0
52.0
o! iy H‘NHH M\‘ - H e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42716: Phenol, 2,6-dimethyl-4-nitro- — ——
167.0 18.00 18.50
m/z 119.05 50.13%
77.0
5000
39.0 13r.0
108.0
ol 150 bl WP L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.453 12.53 ng 404019  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 43

Abundance Scan 2547 (18.453 min): BG051053.D\data.ms (-2539) (- m/z 73.00 100.00%

73.0
43.0
5000
129.0
213.2 i
‘ M ‘ 171.1 256.1 18.50
ok ‘Mh$hwh‘”%hwhh}ﬂ‘w‘j“H\ b “h‘ m/z 59.95 83.71%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 L a
129.0 18.50
213.0 m/z 43.00 81.71%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M Ll | “‘ “‘ “‘u\‘ B - ‘ “ N
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
=
43.0 18.50
5000 m/Z 57.05 66.92%
129.0
185.0 228.0
o) “‘ \“d‘u‘u‘ {M‘\‘H} A L ! “\‘ — ‘\‘ —
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T
73.0 18.50
m/z 55.10 66.13%
43.0
5000
129.0
1710 2140
01‘41‘0‘\‘ Ud ‘u‘n‘ ‘m“” A ‘m‘ “\ ‘\‘ ‘ “\‘ — —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 unknown18.599 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.599 13.75 ng 443357  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Pyridyl)imidazole 145 C8H7N3 025700-14-5 38
2 1H-Indazole, 3,6-dimethyl- 146 C9H1ON2 007746-28-3 38
3 [1,2,4]Triazolo[1,5-a]pyrimidine... 207 C8HIN502 092673-40-0 38
4 2,3-Dimethyl-1H-pyrrolo[2,3-b]py... 146 C9H1ON2 010299-69-1 30
5 Benzene, 1l-azido-3-methyl- 133 C7H7N3 004113-72-8 25

Abundance Scan 2572 (18.600 min): BG051053.D\data.ms (-2566) (- m/z 207.10 100.00%

207.1
S 105.0 145.0
’ 232.1
5000

18 50 19 00
0" m/z 145.00  73.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24821: 1-(2-Pyridyl)imidazole
145.0
78.0

118.0 ﬂAMJ
5000, 510 w
1850 19.00
‘ ‘ ‘ ‘ m/z 192.00 72.79%
O‘\!\\H\H\“!‘H\‘\\w\‘\H\‘\H\‘“H\‘\\H‘\\H‘\\H‘\\H‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25692: 1H-Indazole, 3,6-dimethyl-
146.0
1&50 1900
5000 51.0 m/z 105.00 68.75%
77.0 104.0 ‘
0’ R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84213: [1,2,4]Triazolo[1,5-a]pyrimidine-6-carboxylic acid =
207.0 1850 19.00

m/z 146.00 63.77%

5000
161.0
52.0 95.0 135.0
0 I “ Ly ‘ H‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18 50 19 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 unknown19.105 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.105 17.84 ng 575218 Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-bis(chloromethyl)-2... 230 C12H16C12 003022-16-0 42
2 2-Methyldipyrrolo[1,2-a3:2',1'-c]... 195 C12H9N3 1010305-64-5 30
3 Benzimidazole, 2-(4-pyridinyl)- 195 C12H9N3 002208-59-5 25
4 4-Chloro-7-phenyl-1H-imidazo[4,5... 230 C11H7CIN4 1000286-12-1 25
5 Carbazole, 1,5-dimethyl- 195 C14H13N 051640-60-9 25
Abundance Scan 2658 (19.105 min): BG051053.D\data.ms (-2649) (-  m/z 195.00 100.00%
195.0
245.0
5000
153 0 T ‘ T T ‘ T
42.0 g0 900 1180 | 19.00 19.50
0 ottt oo o RS m/z 189.00  67.12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #111095: Benzene, 1,4-bis(chloromethyl)-2,3,5,6-tetrame
195.0
5000 AL e
19.00 19.50
390 770 129.0 159.0 230.0 m/z 245.00 60.32%
O' \\‘MH\\\H‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #70343: 2-Methyldipyrrolo[1,2-a:2',1'-c]pyrazine-3-carbon
195.0
co e
19.00 19.50
5000 ITI/Z 194.00 52.40%
39.0 840 114,01400167.0 |
e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #70328: Benzimidazole, 2-(4- pynmnyD ‘AH e
95.0 19.00 19.50
m/z 191.00 43.02%
5000
63.0 168.0
e H \ 0142.0 \\\ |
o‘uﬂp”‘whﬂﬂuhhh‘w‘u‘wu‘_‘H‘HH‘H‘W‘HW‘H‘ A e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51053.D

Acqg On : 15 Nov 2021 22:49
Operator : CG/JU

Sample : M4573-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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,... 4.034 36.0 ng 458440 1 8.223 254376 20.0
Butanoic acid 4.322 16.7 ng 212694 1  8.223 254376 20.0
Butanoic acid, 5.245 142.0 ng 1805910 1 8.223 254376 20.0
Pentanoic acid,... 5.409 77.8 ng 990176 1 8.223 254376 20.0
3-Methyl-hexano... 8.282 17.1 ng 217582 1 8.223 254376 20.0
Hexanoic acid, 8.523 77.5 ng 986131 1  8.223 254376 20.0
Heptanoic acid 8.858 23.1 ng 294218 1 8.223 254376 20.0
Phenylethyl Alc... 9.780 18.5 ng 332433 2 11.050 358931 20.0
Ethanol, 2-(2-b... 10.797 17.6 ng 316338 2 11.050 358931 20.0
Benzeneacetic acid 11.631 42.6 ng 764550 2 11.050 358931 20.0
unknownl12.659 12.659 24.6 ng 441115 2 11.050 358931 20.0
1,3-Benzenediam... 14.616 18.1 ng 497903 3 14.851 549875 20.0
Benzenamine, 2-... 17.031 195.4 ng 6302370 4 17.601 644923 20.0
4',6'-Dimethoxy... 17.107 51.5 ng 1659460 4 17.601 644923 20.0
1-Methyl-5-nitr... 17.213 84.6 ng 2727030 4 17.601 644923 20.0
2-Amino-4-aceta... 18.300 47.2 ng 1522830 4 17.601 644923 20.0
1,3-Benzenediam... 18.365 286.3 ng 9232290 4 17.601 644923 20.0
n-Hexadecanoic ... 18.453 12.5 ng 404019 4 17.601 644923 20.0
unknown18.599 18.599 13.8 ng 443357 4 17.601 644923 20.0
unknown19.105 19.105 17.8 ng 575218 4 17.601 644923 20.0
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