LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36196.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.234 190 195 198 rBV 199634 244364 2.09%  0.404%
2 4.281 198 203 216 rVB 1435208 2133641 18.21% 3.528%
3  4.922 306 312 320 rBV2 400528 608880 5.20% 1.007%
4 5.416 390 396 404 rBV 2184762 3077542 26.26% 5.089%
5 6.304 542 547 555 rVB 109205 162995 1.39% 0.270%
6 6.475 571 576 586 rBV 421303 601291 5.13% 0.994%
7 6.798 626 631 638 rVB 154344 225275 1.92% 0.372%
8 7.028 664 670 684 rBV 1202864 1944032 16.59%  3.215%
9 7.828 799 806 813 rBV 954292 1493575 12.74% 2.470%
106 7.898 813 818 833 rVB 170028 306239 2.61% 0.506%
11 8.198 863 869 876 rVB 252036 386340 3.30% 0.639%
12 8.457 906 913 920 rBV 96264 184193 1.57% 0.305%
13 9.004 999 1006 1017 rVV 2653562 4311908 36.79% 7.130%
14  9.569 1095 1102 1109 rVB 152417 244091 2.08% 0.404%
15 9.992 1166 1174 1177 rBV2 83189 138110 1.18% 0.228%

16 10.633 1276 1283 1290 rBV 1231881 2057696 17.56%  3.402%
17 11.598 1440 1447 1465 rVB 424670 850512  7.26% 1.406%
18 13.104 1693 1703 1716 rBV 6084989 9097061 77.62% 15.042%
19 13.333 1736 1742 1755 rVB 1942718 2661959 22.71%  4.402%
20 14.474 1929 1936 1945 rBV 1763839 2479380 21.16% 4.100%

21 15.962 2183 2189 2206 rBV 4304119 6353360 54.21% 10.505%
22 17.215 2396 2402 2411 rBV 1893719 2652369 22.63% 4.386%
23 17.886 2512 2516 2520 rVB2 140299 172264 1.47%  0.285%
24 18.115 2550 2555 2564 rBV2 85633 144399 1.23% 0.239%
25 19.845 2843 2849 2856 rBV 9548160 11720028 100.00% 19.379%

26 20.603 2975 2978 2982 rBV 117645 137053 1.17% o
27 21.397 3108 3113 3120 rBV 2364927 2958439 25.24% 4.892%
28 23.744 3506 3512 3520 rVB2 1578800 3129799 26.70% 5.175%

Sum of corrected areas: 60476795
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM036196.D\data.ms
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Abundance TIC: BM036196.D\data.ms
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Abundance TIC: BM036196.D\data.ms

8000000

6000000

4000000

21.397
23.744

2000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Di-sec-Butyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.234 3.27 ng 244364  1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 90
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
3 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 39
4 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 39
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 36
Abundance Scan 195 (4.234 min): BM036196.D\data.ms (-190) (-) m/z 45.00 100.00%
45.0
5000 1011
e o N RN
4.00 4.20 4.40 4.60
(
ALl 1468 101.0221.0 280 .. 57 05  93.39%
miz-> 50 100 150 200 250
Abundance #15680: Di-sec-Butyl ether
45.0
5000 L L R B B L
101.0 4.00 4.20 4.40 4.60
‘ m/z 101.10  44.85%
1\5-\0“\‘ ‘\‘ ‘“‘\ \‘ \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
1Y UL VI
4.00 4.20 4.40 4.60
5000 m/z 41.00 38.80%
101.0
27.0
T — — — —
miz--> 50 100 150 200 250
Abundance #48871: Butane, 1,1'-[ethylidenebis(oxy)]bis- N L N EEREE R
57.0 101.0 4.00 4.20 4.40 4.60
m/z 59.00 35.70%
5000
159.0
27‘.0
m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Cyclopentanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.281  28.57 ng 2133640 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene 84 C6H12 000592-43-8 59
3 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 45
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 45
5 3-Hexene 84 C6H12 000592-47-2 38
Abundance Scan 203 (4.281 min): BM036196.D\data.ms (-198) (-) m/z 55.00 100.00%
55.0
5000 ‘/\
A R ARRER
H 85.0 ‘ 4.00 4.20 4.40 4.60
ol P27 1179 19092211 2805 n/; 83,95  47.77%
miz-> 50 100 150 200 250
Abundance #1586: Cyclopentanone
55.0
5000 TI T[T T [ T rrrT
4.00 4.20 4.40 4.60
m/z 41.00 36.87%
1\5.9“\ “\‘“ ‘ T \8\ ‘.\0 ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
55.0
R AARERREREES
4.00 4.20 4.40 4.60
5000 m/z 56.00 30.99%
15.0 85.0
e —— — ——
miz--> 50 100 150 200 250
Abundance #1603: 2H-Pyran, 3,4-dihydro- R REEEREER SR
55.0 4.00 4.20 4.40 4.60
m/z 39.00 17.79%
5000
150 “8“"0_ e  RRAna AR
m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 2-Propanol, 1-propoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.922 8.15 ng 608880 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 78
2 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Monomethyl oxalate 104 C3H404 000600-23-7 50
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 47
Abundance Scan 312 (4.922 min): BM036196.D\data.ms (-306) (-) m/z 43.00 100.00%
430
5000 73.0 JLM
BEaaEREEES e
1 4.60 4.80 5.00 5.20
(

i b 10301349 207.0 2804 .., 4509 98.69%

miz-> 50 100 150 200 250

Abundance #10041: 2-Propanol, 1-propoxy-

45.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
4.60 4.80 5.00 5.20
m/z 73.00  43.45%
75.0
1\5 \OM\‘ ‘ \‘ T H T \ ‘1\]-7\'()\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
“_‘H‘H“_‘H‘H‘w
4.60 4.80 5.00 5.20
m/z 59.00 30.83%
5000 73.0
14.0 103.0
A B e e e — —
miz--> 50 100 150 200 250
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)- R e N A ae o e
45.0 4.60 4.80 5.00 5.20
m/z 41.05 29.05%
5000
I ‘ 7#.0
| .

m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Benzene, (1-methylethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.304 2.18 ng 162995 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 87
Abundance Scan 547 (6.304 min): BM036196.D\data.ms (-542) (-) m/z 104.95 100.00%
105.0
5000
T
51.0 H ‘ ‘ 206.9 08 6.00 6.20 6.40 6.60
. 1. o
by e 2900 28LU sz 120010 26.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10713: Benzene, (1-methylethyl)-
105.0 A
5000 UL B R IR R
6.00 6.20 6.40 6.60
m/z 76.95 17.15%
51.0
]\-ﬁl‘(\)‘\\\“‘\\“i\"\‘\HM‘\\‘H“MH“HH‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
R
6.00 6.20 6.40 6.60
5000 m/z 79.00 14.29%
39.0
74.0
T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene T S
105.0 6.00 6.20 6.40 6.60
m/z 103.00 11.68%
5000
51.0
m‘HH“‘H‘;u“,““H““H‘H“m‘d‘“uH"H‘,‘H‘,HH‘mwuu‘mwuu,u
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 2-Propanol, 1-butoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.475 8.05 ng 601291 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
3 Propane, 1,1'-[ethylidenebis(oxy... 146 C8H1802 000105-82-8 50
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 45
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42
Abundance Scan 576 (6.475 min): BM036196.D\data.ms (-571) (-) m/z 45.00 100.00%

45.0
5000 87.0

R AR AR A
6.20 6.40 6.60 6.80

L 1261 2090 2820 8840 ., 57.05  95.63%

m/z--> 50 100 150 200 250 300 350
Abundance #16537: 2-Propanol, 1-butoxy-
45.0

5000 A RRaasmEE
87.0 6.20 6.40 6.60 6.80

m/z 41.00 44.76%

\‘\ ‘ ‘\‘ \H\‘“\ ‘ \1\3\]"\0‘ L ‘ L ’ LI ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
45.0

6.20 6.40 6.60 6.80

5000 m/z 87.00 41.11%
87.0
R R e T i o T I R R e e
m/z--> 50 100 150 200 250 300 350
Abundance #25586: Propane, 1,1'-[ethylidenebis(oxy)]bis- O ARAREEEEEEEE R S
45.0 6.20 6.40 6.60 6.80

m/z 56.05 33.83%

5000 87.0
JM 131.0

m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.798 3.02 ng 225275 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 78
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
Abundance Scan 631 (6.798 min): BM036196.D\data.ms (-626) (-) m/z 91.00 100.00%
91.0
5000
120'1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.40 6.60 6.80 7.00 7.20
51.0‘ ‘ 281.(

A R e T m/z 120.10  23.70%

miz-> 50 100 150 200 250

Abundance #10702: Benzene, propyl-

91.0
5000 (L N LR AL I
6.40 6.60 6.80 7.00 7.20
m/z 91.95 10.99%
39.0 L
T T T ‘\‘ “ \“\ “\ \‘ “]\_2\ .\() T ’ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance
91.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 65.00 10.51%
41.0 1210 164.0
T B ——
miz--> 50 100 150 200 250
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0 6.40 6.60 6.80 7.00 7.20
m/z 78.00 6.55%
5000
150 510 12L-015l.0
L e — R A REmEE ST
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31

Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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 7 1-Hexanol, 2-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.898 4.10 ng 306239 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 47
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 45

Abundance Scan 818 (7.898 min): BM036196.D\data.ms (-813) (-) m/z 57.10 100.00%
57.1
5000 A/\\\“H
uwuu,uu‘uu{‘ﬁ#f
‘ ‘ ‘98_0 7.60 7.80 8.00 8.20
ol W b 11289 2070 281t ;41,00 36.52%
miz--> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 UL L B I B AL LR
7.60 7.80 8.00 8.20
m/z 43.00 31.68%
27‘.0 “ ‘98.0
T
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
R RRERRRAR
7.60 7.80 8.00 8.20
5000 m/z 55.00 24 .66%
97.0
129.0 171.0
- R S e P
miz-> 50 100 150 200 250
Abundance #15693: 2-Propyl-1-pentanol AR R RRE
57.0 7.60 7.80 8.00 8.20
m/z 56.05 21.20%
5000
0 0 A S
mlz--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.198 5.17 ng 386340 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
4 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9C1l 001592-20-7 59
5 Indane-5-carboxylic acid 162 C10H1e02 065898-38-6 53
Abundance Scan 869 (8.198 min): BM036196.D\data.ms (-863) (-) m/z 116.95 100.00%
11y7.0
5000
63.0 7.80 8.00 8.20 8.40 8.60
(

S T O TS R—L U R— N VN TR LY

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #10181: Indane

117.0
5000 B B IR B
7.80 8.00 8.20 8.40 8.60
m/z 115.00 33.10%
63.0
H\2‘\7\.\(\)“\\“H"“\‘\H“H“H“H\!“\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
117.0
R e
7.80 8.00 8.20 8.40 8.60
5000 m/z 90.95 15.84%
27.0 65.0
T T T e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene T T T
117.0 7.80 8.00 8.20 8.40 8.60

m/z 63.00 7.37%

5000

39.0
T
0 I

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Heptanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.457 2.47 ng 184193 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 53
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 45
Abundance Scan 913 (8.457 min): BM036196.D\data.ms (-906) (-) m/z 59.95 100.00%
60.0
5000 jk
820 8.40 8.60 8.80
01.0 1339 e o EeE
\H‘HHH‘\M‘\}\““\‘H““HH“H\‘\‘\H\‘\H\’\\\2\‘0\\6\.%\\\\‘\\\2\‘6\\7\.9\\ m/Z 73.00 51.8300
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15392: Heptanoic acid
60.0
5000 L B I L LI L B
8.20 8.40 8.60 8.80
970 m/z 43.00 32.93%
' 1.
\H‘\HH“\‘\MH\{ \“}}\]7\0‘\\(\)\]‘-:\3\0\\'9\\\‘\\\\’\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
S RARRMEEE
8.20 8.40 8.60 8.80
5000 m/z 41.00 31.47%
27.0
100.0
T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9149: Hexanoic acid R E R RERaT
60.0 8.20 8.40 8.60 8.80
m/z 55.00 28.56%
5000
27.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\

BM@36196.D

: 10 Aug 2022 17:31
: CG/IU
: N3972-05

: 11 Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 10 Phenol, 4-(1,1-dimethylprop...

R.T. EstConc Area
13.333 21.47 ng 2661960
Hit# of 5 Tentative ID

Acenaphthene-d10

Concentration Rank 2

Relative to ISTD R.T.

1 Phenol, 4-(1,1-dimethylpropyl)-

2 Phenol, p-tert-butyl-
3 Phenol, m-tert-butyl-
4 Hexestrol

5 Imidazo[1,2-c]pyrimidi

n-5-ol

164
150
150
270
135

C11H160
C10H140
C10H140
C18H2202
C6H5N30

000080-46-6 94
000098-54-4 86
000585-34-2 86
000084-16-2 72
055662-66-3 64

Abundance Scan 1742 (13.333 min): BM036196.D\data.ms (-1736) (! | m/z 135.00 100.00%
135.0
5000
410 95 13.00 13.50
ol oty LWLy 1 A71.0207.9 2809 3260 /7 197,00  40.33%
m/z--> 50 100 150 200 250 300
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 SV WY § W
13.00 13.50
m/z 136.00 10.19%
41.0 95.
\\\‘\“‘\‘\‘\ \H \\\‘\“ \‘\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance
135.0
1300 1350
5000 ITI z 95.00 9.72%
410 950
e T T T
m/iz--> 50 100 150 200 250 300
Abundance #27479: Phenol, m-tert-butyl-
135.0 1300 1350
m/z 76.95 8.93%
5000
41.0 95(1 ‘
m/z--> 50 100 150 200 250 300 1300 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
Di-sec-Butyl ether 4.234 3.3 ng 244364 1  7.828 1493580 20.0
Cyclopentanone 4.281 28.6 ng 2133640 1  7.828 1493580 20.0
2-Propanol, 1-p... 4.922 8.2 ng 608880 1 7.828 1493580 20.0
Benzene, (1-met... 6.304 2.2 ng 162995 1  7.828 1493580 20.0
2-Propanol, 1-b... 6.475 8.1 ng 601291 1  7.828 1493580 20.0
Benzene, propyl- 6.798 3.0 ng 225275 1 7.828 1493580 20.0
1-Hexanol, 2-et... 7.898 4.1 ng 306239 1 7.828 1493580 20.0
Indane 8.198 5.2 ng 386340 1  7.828 1493580 20.0
Heptanoic acid 8.457 2.5 ng 184193 1  7.828 1493580 20.0
Phenol, 4-(1,1-... 13.333 21.5 ng 2661960 3 14.474 2479380 20.0
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