LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BG@58555.D

Acqg On ¢ 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58555.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.155 3 11 23 rBV2 1114108 2957382 7.39% 2.709%
2 3.931 125 143 148 rBV2 676056 2688869 6.72% 2.463%
3 4.195 167 188 191 rBV3 378857 1603287 4.00% 1.469%
4 A4.847 294 299 304 rBV 243557 518099 1.29% 0.475%
5 5.341 378 383 389 rBV 280367 552870 1.38% 0.507%

6 5.399 389 393 43 rVB 386943 611882 1.53% 0.561%
7 7.009 597 667 669 rBV5 1731776 19722310 49.26% 18.068%
8 7.820 742 805 810 rBv4 2973173 40035876 100.00% 36.678%
9 8.372 864 899 901 rBv2 1293756 8612112 21.51% 7.890%

8

10 .637 932 944 950 rBV 2447806 5845720 14.60% 5.355%
11 8.854 950 981 0984 rVB 1022845 6165008 15.40% 5.648%
12 8.983 996 1003 1014 rBV 495033 931397 2.33% 0.853%
13  9.483 1069 1088 1094 rBV2 311456 1180689 2.95% 1.082%
14 10.088 1171 1191 1198 rBv4 385050 1420121 3.55% 1.301%
15 10.623 1275 1282 1291 rVB 286503 544573 1.36% ©.499%
16 11.304 1376 1398 1403 rBV 604644 2598238 6.49%  2.380%
17 12.133 1532 1539 1549 rVB 566835 1020014 2.55% ©.934%
18 12.503 1592 1602 1617 rVB 387986 1019116 2.55% ©.934%
19 12.797 1644 1652 1662 rBV 288583 581687 1.45% ©.533%
20 13.085 1695 1701 1711 rVB 1247228 1991359 4.97%  1.824%
21 13.361 1743 1748 1755 rVB 446113 702751 1.76% ©.644%
22 14.295 1900 1907 1913 rBV 278466 499300 1.25% 0.457%
23 14.465 1926 1936 1944 rVB2 488679 915119 2.29% 0.838%
24 15.952 2183 2189 2194 rBV 1006439 1530524  3.82%  1.402%
25 17.209 2398 2403 2408 rBV 536863 791839 1.98% ©.725%
26 19.824 2843 2848 2856 rVB 1764842 2289299 5.72% 2.097%
27 21.445 3119 3124 3133 rVB2 531209 832195 2.08% 0.762%

28 24.518 3637 3647 3660 rVB2 359434 992555 2.48%  ©.909%

Sum of corrected areas: 109154191
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058555.D\data.ms

)
3000000 7.8¢0

2500000 8.637

2000000
7.009

15000001155 8.372

8.854
1000000

3.931 4 os3 11.304 12,133
500000 4.195 9 ' 12ﬁ?379
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058555.D\data.ms

3000000
2500000
2000000 19.824

1500000
B.085
15.952

1000000

17.209 21.445

13.361 14.465
500000 14.29

—

= T T T

Time--> 13.00 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: BG058555.D\data.ms
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2500000

2000000

1500000
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8270-BG0O72823.M Wed Aug 02 11:13:26 2023 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80123\
Data File : BG®58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.854 3.08 ng 6165010 1,4-Dichlorobenzene-d4 7.814

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 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 50
Abundance Scan 981 (8.854 min): BG058555.D\data.ms (-950) (-) m/z 60.00 100.00%
60.0
5000 A
43.0
87.0 JL\’W\‘HH‘HH‘HH‘H\
| ‘ 101.0 8.60 8.80 9.00 9.20
Obrerrrpererre il el b A0 sz 73,00 44.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0
5000 L B I L I I LN B
410 8.60 8.80 9.00 9.20
70 87.0 m/z 43.00 29.19%
O TT ‘ TTTT ’ TT \H’ TTT \‘i ! \‘\ T ‘ ‘\ TT NU\ 1 TT ’ \w \‘\ ‘ T \]\-\0“]\-;\0\1‘-\].\5\??\ %3\‘0\.9\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9146: Hexanoic acid
60.0
R S AARRRRRRNES
8.60 8.80 9.00 9.20
5000 m/z 41.00 28.10%
27.0 410 87.0
ool Wb 10101180
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4774: Pentanoic acid RN REa R e e
60.0 8.60 8.80 9.00 9.20
m/z 55.00 27.77%
5000
27.0 41.0
PSSO W AN NN 1.V 0 0 O O
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\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexanoic acid, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.483 43.36 ng 1180690  Naphthalene-d8 10.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
2 2,3-Dimethylpentanoic acid 130 C7H1402 082608-03-5 59
3 2-Methylheptanoic acid 144 C8H1602 001188-02-9 59

4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 53
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 50

Abundance Scan 1088 (9.483 min): BG058555.D\data.ms (-1069) (-) m/z 74.00 100.00%

74.0
5000 A
410 570 \\\‘\\\\‘\\\\‘\\\\‘\\\\
“ ‘ 101.0 9.20 9.40 9.60 9.80
| S “‘ L ‘! ol ] 1220 s, g7.60  30.69%
m/z--> 20 80 100 120 140
Abundance #15432. Hexanoic acid, 2-methyl-
74.0
5000 LRI L L B B B B
43.0 9.20 9.40 9.60 9.80
27.0 m/z 41.00 23.61%
Ll L oo
O\\\‘\}\\‘\\\\’\\\\‘\‘\\\“\\\\‘\\\\‘\\\
m/z--> 20 80 100 120 140
Abundance #15449. 2,3—D|methy|pentanoic acid
74.0
R AREm e
9.20 9.40 9.60 9.80
5000 m/z 57.00 17.50%
410 57.0
\ I R
om_m . ‘,mu‘mwhm_m‘m
m/iz--> 80 100 120 140
Abundance #24087: 2—Methylheptanoic acid e
74.0 9.20 9.40 9.60 9.80
m/z 43.00 17.41%
5000
41.0 570
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Benzeneacetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.304 95.42 ng 2598240  Naphthalene-d8 10.623
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 78
3 Benzyl 2-chloroethyl sulfone 218 C9H11Cl02S 066998-67-2 50
4 Benzeneacetamide 135 C8H9NO 000103-81-1 43
5 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 43
Abundance Scan 1398 (11.304 min): BG058555.D\data.ms (-1376) (- | m/z 91.00 100.00%
91.0
5000
136.0
65.0 — ——
39.0 ‘ ‘ 11.00 11.50
T | SRS R m/z 136.00  26.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18692: Benzeneacetic acid
91.0
5000 D e
11.00 11.50
65.0 136.0 m/z 64.95 17.62%
39.0 ‘ ‘ ‘
O ‘\1\\"\‘\“\\“‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #55635. Propanedioic acid, phenyl-
91.0
— =
11.00 11.50
5000 m/z 92.00 16.99%
136.0
65.0
44.0
o_m\,lwww‘ TINPRRSSMII . X £ £ N—
m/z--> 20 40 100 120 140 160 180 200
Abundance #97142: Benzyl 2-chloroethyl sulfone . .
91.0 11.00 11.50
m/z 39.00 7.80%
5000
39.0 65.0
Ot et 12101490 2020 )
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1Indole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.133 37.46 ng 1020016 Naphthalene-d8 10.623
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 m-Aminophenylacetylene 117 C8H7N 054060-30-9 91
3 Indolizine 117 C8H7N 000274-40-8 90
4 Benzene, 1-isocyano-2-methyl- 117 C8H7N 010468-64-1 87
5 Benzyl nitrile 117 C8H7N 000140-29-4 87
Abundance Scan 1539 (12.133 min): BG058555.D\data.ms (-1532) (- | m/z 117.00 100.00%
117.0
5000 90.0 /\
.0 o e
90 | 1a10 12.00 12.50
O LI S I m/z 90.00  46.61%
miz--> 20 40 60 80 100 120 140 160
Abundance #9733: Indole
117.0
5000 1
90.0 12 OO 12.50
m/z 89.00 38.18%
63.0
39.0 ‘
O\‘\\\\‘\\\\“‘\\\‘\\‘\\‘\\\H‘\\\\‘\\\\‘\
miz--> 20 40 80 100 120 140 160
Abundance #9747. m-Aminophenylacetylene
117.0
e
12 00 12.50
5000 m/z 63.00 14.33%
89.0
ol om0 &30 |
T e
m/z--> 20 40 60 80 100 120 140 160 /L
Abundance #9737: Indolizine =
117.0 12 OO 12.50
m/z 118.00 9.77%
39.0 63‘ 0
0\‘HH‘H‘M‘”\H“m‘\\‘\H“‘HH‘HH‘\ T
m/z--> 20 80 100 120 140 160 12 00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hydrocinnamic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.503 37.43 ng 1019120  Naphthalene-d8 10.623
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 96
2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 86
3 Benzenepropanoic acid, silver(1l+... 256 C9H9Ag02 075112-79-7 80
4 Pentafluoropropionic acid, 2-phe... 268 C11H9F502 081089-48-7 59
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 53
Abundance Scan 1602 (12.503 min): BG058555.D\data.ms (-1592) (- | m/z 91.00 100.00%
91.0
5000
149.9
R [
51‘-0 H 12.50
ok d il 4 m/z 104.60  50.09%
m/z--> 50 100 150 200 250 300 350
Abundance #28265: Hydrocinnamic acid
91.0
5000 a—
150.0 12.50
m/z 149.95 30.15%
51.0
0\‘\‘\‘}L\“\“h\“““\\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0
o ‘
12.50
5000 ITI/Z 76.95 16.23%
150.0
51.0
- ‘w;\u\‘\h_ J‘u SIS NN %+ S
m/z--> 50 100 150 200 250 300 350
Abundance #143923: Benzenepropanoic acid, silver(1+) salt = ‘
91.0 12.50
m/z 105.00  15.96%
5000
150.0
51.0
oL~ [ \‘\ ‘\‘ mH‘ I \‘h y 219.0257.0 365.(
o B anana —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\

Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Decanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.797 12.71 ng 581687 Acenaphthene-d10 14.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Hexanoic acid 116 C6H1202 000142-62-1 52
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Nonanoic acid 158 C9H1802 000112-05-0 45

Abundance Scan 1652 (12.797 min): BG058555.D\data.ms (-1644) (- | m/z 60.00 100.00%
60.0
5000 41.0
129.1
83.0 I Lo
12.50 13.00
110.
[ Mm ) w‘l““w“‘h s i ﬂ“o‘u b ASLLL720 s 73,00 82.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46965: n-Decanoic acid
60.0
41.0
5000 129.0 —— =l
12.50 13.00
870 m/z 55.00 51.61%
110.
0 \1\5\.(‘)\‘1‘\ \Hi‘\ \“!“‘\‘1“}‘\ ”h ‘\ T \H“\ \‘OE\P‘ by “\1\5\3\(’)\1\7}2\?
miz--> 20 40 60 80 100 120 140 160
Abundance #9146: Hexanoic acid
60.0
—— —
12.50 13.00
5000 m/z 43.00 47 .66%
41.0 87.0
o380l il T mee
m/z--> 20 40 60 80 100 120 140 160
Abundance #24059: Octanoic acid 7 ——
60.0 12.50 13.00
m/z 57.00 46.57%
5000
41,0 85.0
115.0
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.361 15.36 ng 702751  Acenaphthene-di10 14.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 58
5 N-(4-tert-Butoxyphenyl)acetamide 207 C12H17NO2 002109-73-1 42

Abundance Scan 1748 (13.361 min): BG058555.D\data.ms (-1743) (- | m/z 43.00 100.00%

43.0
109.0
5000 151.1

‘ 85.0 13,00 1350
0 H‘_m,m‘\n“‘uu““u“h,”‘um‘w_m_l??’wlw_w m/z 109.00  71.23%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0

5000 T
13.00 13 50

m/z 151.05 38.45%

69.0
O \\\‘\\\\’\‘\\“\““\“\“\ \H“\‘\\H\’\\H}‘\“\\\‘\“\\!\‘]\-?ﬁ ‘0\\\\‘2\1\-]\-\0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
13. 00 13 50
5000 151.0 m/z 41.00 19.66%
oh 20 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724. Metacetamol
109.0 13. 00 13 50

m/z 85.00 13.39%

5000 151.0
43.0
80.0
150 |

m/z--> 20 40 60 80 100 120 140 160 180 200 13. OO 13 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58555.D

Acqg On 1 Aug 2023 9:53

Operator : MA/JU

Sample : 03771-01 :

Misc : PATERSON-GSMP-COMP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.295 10.91 ng 499300  Acenaphthene-d10 14.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 95
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 94
3 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 91
4 Benzene, 1-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 87
5 1H-Indole, 2,3-dihydro-4-methyl- 133 CSH11N 062108-16-1 72

Abundance Scan 1907 (14.295 min): BG058555.D\data.ms (-1900) (- | m/z 103.95 100.00%
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Abundance #16861: 1H-Benzotriazole, 5-methyl-
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Abundance #16851: 1H-Benzotri

0
zotriazole, 4-methyl-
104.0 14 OO 14 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BG@58555.D

Acqg On : 1 Aug 2023 9:53
Operator : MA/JU

Sample : 03771-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT
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.814 40035900 20.0
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TIC Top Hit name RT EstConc Units Response |#
Heptanoic acid 8.854 3.1 ng 6165010 1
Hexanoic acid, ... 9.483 43.4 ng 1180690 2
Benzeneacetic acid 11.304 95.4 ng 2598240 2
Indole 12.133 37.5 ng 1020010 2
Hydrocinnamic acid 12.503 37.4 ng 1019120 2
n-Decanoic acid 12.797 12.7 ng 581687 3
2,4,7,9-Tetrame... 13.361 15.4 ng 702751 3
2H-Indol-2-one,... 14.295 10.9 ng 499300 3

8270-BG072823.M Wed Aug 02 11:13:33 2023

Pag 11



