LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc :

ALS Vvial : 10 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9217.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.252 210 215 231 rVB 294723 535981 2.66% 0.684%
2 5.363 398 404 413 rBV 1770605 3299212 16.37% 4.213%
3 6.252 545 555 568 rBV 203108 365267 1.81% 0.466%
4 6.740 632 638 652 rvB 312223 532636 2.64% 0.680%
5 6.963 670 676 697 rBV 1118988 2389877 11.86% 3.052%
6 7.375 742 746 767 rVB 124612 260711 1.29% 0.333%
7 7.563 772 778 786 rBV 160610 339249 1.68% 0.433%
8 7.763 804 812 820 rBV 607094 1054981 5.24% 1.347%
9 7.875 827 831 840 rVB 175620 295611 1.47% 0.377%
106 8.128 868 874 885 rVB 1184435 1938786 9.62% 2.476%
11 8.251 887 895 909 rVB 188544 325713 1.62% 0.416%
12 8.863 992 999 1004 rBV 675151 1093313 5.43% 1.396%
13 8.928 1004 1010 1025 rVB2 2373182 4723571 23.44% 6.032%
14  9.387 1083 1088 1096 rVB 362216 605494 3.00% 0.773%
15 9.810 1154 1160 1170 rVB 206942 391221 1.94% 0.500%
16 9.957 1176 1185 1194 rBV2 545571 1053871 5.23% 1.346%
17 10.563 1276 1288 1292 rBV 765906 1445471 7.17% 1.846%
18 10.610 1292 1296 1303 rVB 304687 589752 2.93% 0.753%
19 12.457 1599 1610 1621 rBV2 179246 392270 1.95% 0.501%
20 12.763 1652 1662 1676 rBV 237932 444850 2.21% 0.568%

21 13.028 1700 1707 1722 rBV 7220927 11964960 59.38% 15.279%
22 13.263 1740 1747 1764 rVB 839980 1415151 7.02%
23 14.410 1923 1942 1954 rBV 1433896 2358873 11.71% 3.012%
24 15.239 2076 2083 2096 rVB 196098 301817 1.50% ©.385%
25 15.916 2191 2198 2215 rBV 5764475 9885601 49.06% 12.624%

[aY
©
[
N
R

26 17.175 2405 2412 2428 rBV 1713956 2842317 14.11% 3.630%
27 17.839 2520 2525 2530 rBV 213033 271166 1.35% ©.346%
28 19.739 2842 2848 2860 rBV 15595050 20150178 100.00% 25.732%
29 21.274 3104 3109 3123 rBV 2405811 3691940 18.32% 4.715%
30 23.662 3508 3515 3528 rVB2 1446181 3348424 16.62% 4.276%

Sum of corrected areas: 78308264
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009217.D\data.ms
1.4e+07
1.2e+07

le+07
8000000
6000000

4000000

8.928

5.363
2000000 6.963
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Abundance TIC: BP009217.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Cyclopentanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.252 10.16 ng 535981 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 86
2 2-Amino-oxazole 84 C3H4N20 004570-45-0 53
3 2(5H)-Furanone 84 C4H402 000497-23-4 52
4 3-Aminoisoxazole 84 C3H4N20 001750-42-1 45
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 43
Abundance Scan 215 (4.252 min): BP009217.D\data.ms (-210) (-) m/z 55.00 100.00%

55.0
5000

l 4.00 4.20 4.40 4.60
il

ol 1171 207.02681 3550 46165199  m/z 83.95 58.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1586: Cyclopentanone
55.0
5000 L B B LI LA L

4.00 4.20 4.40 4.60
m/z 41.00 33.94%

‘\\\‘l“‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1506: 2-Amino-oxazole
84.0

4.00 4.20 4.40 4.60

o

5000 ITI/Z 56.00 32.06%
0'"",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1519: 2(5H)-Furanone R R RAEEE SN
55.0 4.00 4.20 4.40 4.60

m/z 39.00 17.79%

‘ " A//Lk

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Benzene, (1-methylethyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.252 6.92 ng 365267 1,4-Dichlorobenzene-d4 7.763

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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 87
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 86
Abundance Scan 555 (6.252 min): BP009217.D\data.ms (-545) (-) m/z 105.00 100.00%
105.0
5000 /k
R AAREERREE o
39 l , 6.00 6.20 6.40 6.60
o y Ll 1908 283.0341.1 417.0 483.9548.  m/z 120.05  25.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10713: Benzene, (1-methylethyl)-
105.0 A
5000 L B B B I LN B
6.00 6.20 6.40 6.60
m/z 76.95 14.39%
39.
O‘\\l\\\"l“\‘il[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
T R
6.00 6.20 6.40 6.60
5000 m/z 78.95 13.09%
39.0
oul‘l“,"«“‘“ ‘v‘H‘_m_H‘_Hww‘WWWHWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10725: Benzene, 1-ethyl-3-methyl- R o ARARARENREE
105.0 6.00 6.20 6.40 6.60
m/z 102.95 10.68%
5000 /{
39.0 \
o_u‘k,‘-«“u“‘\m‘Wm_mwwm“HH‘W‘WMHW R RRRRRTESEEE SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Benzene, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.740 10.10 ng 532636 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 91
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 1-(Benzylamino)propan-2-o0l 165 C1OH15NO 1000486-84-7 72

4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 Benzyl(2-chloroethyl)amine 169 C9H12CIN 042074-16-8 64

Abundance Scan 638 (6.740 min): BP009217.D\data.ms (-632) (-) m/z 90.95 100.00%

91.0

—

5000
R ABEEaEEEREREEEE
6.40 6.60 6.80 7.00
ob byl | 163022202810 353.0414.7 4912549, /) 159 05  23.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10702: Benzene, propyl-
91.0
5000
6.40 6.60 6.80 7.00
m/z 92.00 10.64%
27\'\1 \‘ L
O‘\\\\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #88775: N-Benzyl-2-phenethylamine
91.0
EEEEESEEE LSRR R
6.40 6.60 6.80 7.00
5000 m/z 64.95 10.52%
ol Q2000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40483: 1-(Benzylamino)propan-2-ol N‘ R N mRR
91.0 6.40 6.60 6.80 7.00
m/z 78.00 5.89%
5000
5.0 ’
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP©©9217.D

Acqg On : 18 Feb 2022 17:01

Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 4 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.375 4.94 ng 260711 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 64
3 3,6,9-Trioxadecanoic acid, TBDMS... 292 C13H2805Si 1000366-91-6 59
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 59
5 Ethyl 2,5,8,11,14,17-hexaoxanona... 338 C15H3008 1000366-80-6 56

Abundance Scan 746 (7.375 min): BP009217.D\data.ms (-742) (-)
59.0

m/z 59.00 100.00%

o

5000
e R
h 7.00 7.20 7.40 7.60
Ol 1330 207.02669 340.9 4178 5184  m/z 45.00  48.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 T T T T[T T T T [ TT T [TTTr T
7.00 7.20 7.40 7.60
m/z 103.00 44.10%
0 L J‘HL J l 70
‘\\\f‘ \\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0
e A
7.00 7.20 7.40 7.60
5000 m/z 73.00 31.87%
oyl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #188438: 3,6,9-Trioxadecanoic acid, TBDMS derivative

59.0 7.00 7.20 7.40 7.60
m/z 41.00 23.48%
5000
133.0
o“w.\.h‘\“?"zgz-oH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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-(2-methoxypro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.563 6.43 ng 339249 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 50
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 50
4 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 50
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 50
Abundance Scan 778 (7.563 min): BP009217.D\data.ms (-772) (-) m/z 59.00 100.00%
59.0

o

5000
e e
“ . 7.20 7.40 7.60 7.80
o rrodth 1468 222128283412 414.8 48545450 ./, 44,95  14.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 IR L LA B
7.20 7.40 7.60 7.80
m/z 73.00 11.35%
O‘\\‘\‘\M“‘J\’\]_"ﬂT?.\O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211241: Hexaethylene glycol dimethyl ether
59.0
e T N
7.20 7.40 7.60 7.80
5000 m/z 43.00 11.19%
oAJw‘W-OZZLO,, M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- R R
59.0 7.20 7.40 7.60 7.80

m/z 41.00 8.49%

5000

=

I M ‘ .“ 146.0
0t b e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Mesitylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.875 5.60 ng 295611 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90

Abundance Scan 831 (7.875 min): BP009217.D\data.ms (-827) (-) m/z 105.00 100.00%

105.0

I

5000
R AR RER SRS U
39.0 7.60 7.80 8.00 8.20
Obrorrbed Ll 1649 | 266.9 340.9 4565 B4LE ./, 126 05  41.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000 \\\‘\\\\’\\\\‘\\\\Tm‘
7.60 7.80 8.00 8.20
m/z 77.00 11.48%
39.0 ‘
O‘\\\J\iLl\ﬂ\t\\‘J\“\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
SR T T T
7.60 7.80 8.00 8.20
5000 ITI/Z 90.95 10.16%
39.0 L
ot il o o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 119.00 9.88%
5000
28.0
o‘u“;ﬂh““ﬁuH,‘m,mwmWm_m_m_m‘mw SERVL S AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.128 36.75 ng 1938790 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 83
3 Deltacyclene 118 C9H1e 007785-10-6 72

4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 59

Abundance Scan 874 (8.128 min): BP009217.D\data.ms (-868) (-) m/z 117.00 100.00%

117.0
5000

RN RN SRR
57.9 7.80 8.00 8.20 8.40
N 178.0 282.9340.9 452.0511.0 m/z 118.05 55.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000

7.80 8.00 8.20 8.40
m/z 115.00 33.04%

o

39.0
Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene

o

117.0
AR e RAREE RNy
7.80 8.00 8.20 8.40
5000 m/z 90.95 16.25%
39.0
o"mlkwmaJH“_"w“‘w"H,‘H“‘H“H“‘H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene
117.0 7.80 8.00 8.20 8.40

m/z 115.95 7.54%

5000
39.0
0 JLMHJJ N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Benzene, 1,3-diethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.251 6.17 ng 325713  1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 86

Abundance Scan 895 (8.251 min): BP009217.D\data.ms (-887) (-)
119.1

m/z 119.05 100.00%

=

5000
51,0 l | ‘ 8.00 8.20 8.40 8.60
Ol kb i Ly 2069 2819 355.1 4288489.3549. /7 105.00  97.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
8.00 8.20 8.40 8.60
m/z 134.05 48.72%
39.0 J \
O‘\\“\uit“\ﬂ\tl\‘l\\ \\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17032: Benzene, 1,2-diethyl-
119.0
T A
8.00 8.20 8.40 8.60
5000 m/z 90.95 26.78%
39.0 ‘
OWJ"JHLH““MJ‘\ T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.00 8.20 8.40 8.60
m/z 77.00 16.94%
5000
41.0 ‘
O‘HMHJAVM\M‘H‘W‘H‘W‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Mon Feb 21 15:53:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 o0-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.863 20.73 ng 1093310 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
Abundance Scan 999 (8.863 min): BP009217.D\data.ms (-992) (-) m/z 119.05 100.00%

119.1
5000

8.60 8.80 9.00 9.20

390 |
Obotpabafld 2089 2980 407.3 4747 549. ., 134 .05  29.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: o-Cymene
119.0
5000 /\/\\u‘uu‘uu‘uu‘ud
8.60 8.80 9.00 9.20
m/z 117.00 20.50%
41.0 l \
O‘\\‘\J\“L“\A\Jl\l\“"\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
R RRRRRRNEISSS S
8.60 8.80 9.00 9.20
5000 m/z 90.95 19.07%
51.0J ’ \
O‘HMHWA\WHH‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.60 8.80 9.00 9.20

m/z 115.00  11.28%

5000 M
A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : 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 10 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.387 8.38 ng 605494  Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C1oH14 000527-84-4 91

Abundance Scan 1088 (9.387 min): BP009217.D\data.ms (-1083) (-) m/z 119.05 100.00%

119.1
5000
39.0 9.00 9.20 9.40 9.60 9.80
bbb L 220.9281.0340.9401.1 47515350 p/7 134.05  45.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 U\‘\\\\‘\\\\‘\\\\’\\\\‘\\
9.00 9.20 9.40 9.60 9.80
m/z 91.00 17.48%
39.0
O‘\\J\hi“\“\ﬁ\\\“‘\\ !\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
RAREEEEERRE SRS A
9.00 9.20 9.40 9.60 9.80
5000 m/z 120.00 10.05%
41.0
Ol e pel b o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 9.00 9.20 9.40 9.60 9.80
m/z 133.00 9.33%
5000
39.0 \
) e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.810 5.41 ng 391221 Naphthalene-d8 10.563

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87

Abundance Scan 1160 (9.810 min): BP009217.D\data.ms (-1154) ()  m/z 117.00 100.00%

11v.0
5000
— e
51.0 9.50 10.00
Obrrtpiddo it 2081 2833 35604169 5238  4/7 132.00  39.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 — —
9.50 10.00
m/z 114.95 26.44%
39.0
O\\J\‘L‘J‘L\‘ﬂ\lh\‘\““\\‘“\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 #Ay
= e
9.50 10.00
5000 m/z 131.00 22.25%
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16106: 3-Phenylbut-1-ene
117.0 9.50 10.00
m/z 91.00 12.13%
5000
39.0 ‘ ‘
oHLMM‘WWm_""‘m_m"‘H_Ww‘mww oS A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.957 14.58 ng 1053870  Naphthalene-d8 10.563

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 92
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

Abundance Scan 1185 (9.957 min): BP009217.D\data.ms (-1176) ()  m/z 117.00 100.00%
117.0

—

5000
5
51.0 \ 10.00
ol HLll Il 2080 2821 368842894833546¢ ./, 135 60 36.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000

10.00
m/z 119.05 30.69%

{ILMHH

‘HH“HH[\1”’\H\’\H\‘H\\‘\\H‘\H\‘\H\‘\H\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0

o
o1
=
o

10.00
5000 m/z 115.00  28.77%

N

51.0
Ol e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- F
117.0 10.00
m/z 91.00 18.64%
5000
51.0
YRR ¥ oA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

8270E-BP020722.M Mon Feb 21 15:53:10 2022

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.763 3.77 ng 444850  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 53
2 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 43
3 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 38
4 Butanoic acid, 1-methylhexyl ester 186 C11H2202 039026-94-3 38
5 Butanethioic acid, S-(1,1-dimeth... 160 C8H160S 006330-43-4 38

Abundance Scan 1662 (12.763 min): BP009217.D\data.ms (-1652) (- m/z 71.00 100.00%

71.0
5000
145.0

H \ 1250 1300
w_“ Ayl L) 217128093410 417147835369  n/; 43.05  65.84%

mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0

5000
1250 1300
m/z 83.05 31.08%

\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36510: Ethylene glycol Formate Isobutyrate
71.0
— =

o

o

12.50 13.00
5000 m/z 55.95 26.56%
OHH}3QO A\ﬂ\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24209: Butanoic acid, 1-methylpropyl ester e P
71.0 12.50 13.00

m/z 41.00 21.91%

5000 M
e

ok 8
miz--> 50 100 150 200 250 300 350 400 450 500 550 1250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.263 12.00 ng 1415150  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 97
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 86
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 80
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 64
5 Hexestrol, 0O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64

Abundance Scan 1747 (13.263 min): BP009217.D\data.ms (-1740) (- m/z 135.00 100.00%

135.0
5000
—T —T
77.0 } 13.00 13.50
bbb by [ [192.9 2656 34114006 490.2548. /7 197.00  39.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 —f — T
13.00 13.50
m/z 136.00 10.19%
41.0
O‘\\\u‘”‘\A\L\\H‘”‘\ll\‘\\“\‘\H‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl-
135.0
—T —T
13.00 13.50
5000 m/z 164.10 9.54%

‘ ".m ! \l "

m/z--> 6 56 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0

Abundance #27481: Phenol, p-tert-butyl- —— ——
135.0 13.00 13.50
m/z 94.95 9.39%

o
5
[
o

5000

-

7.
o150, 717

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

I
T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9217.D

Acqg On : 18 Feb 2022 17:01
Operator : CG/JU

Sample : N1573-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
Cyclopentanone 4.252 10.2 ng 535981 1 7.763 1054980 20.0
Benzene, (1-met... 6.252 6.9 ng 365267 1 7.763 1054980 20.0
Benzene, propyl- 6.740 10.1 ng 532636 1 7.763 1054980 20.0
2-Propanol, 1-(... 7.375 4.9 ng 260711 1 7.763 1054980 20.0
2-Propanol, 1-(... 7.563 6.4 ng 339249 1 7.763 1054980 20.0
Mesitylene 7.875 5.6 ng 295611 1 7.763 1054980 20.0
Indane 8.128 36.8 ng 1938790 1 7.763 1054980 20.0
Benzene, 1,3-di... 8.251 6.2 ng 325713 1 7.763 1054980 20.0
o-Cymene 8.863 20.7 ng 1093310 1 7.763 1054980 20.0
Benzene, 1,2,3,... 9.387 8.4 ng 605494 2 10.563 1445470 20.0
1H-Indene, 2,3-... 9.810 5.4 ng 391221 2 10.563 1445470 20.0
Benzene, 2-ethe... 9.957 14.6 ng 1053870 2 10.563 1445470 20.0
2,2,4-Trimethyl... 12.763 3.8 ng 444850 3 14.410 2358870 20.0
Phenol, 4-(1,1-... 13.263 12.0 ng 1415150 3 14.410 2358870 20.0
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