LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acqg On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc :

ALS Vvial : 14 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-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO14327.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.657 77 80 89 rvB 378630 585521 2.76% 0.744%
2 4.334 187 195 199 rBv2 161912 298800 1.41% 0.380%
3 4.469 213 218 227 rVB3 117827 229232 1.08% 0.291%
4 4.975 299 304 308 rBVY 577833 809909 3.82% 1.030%
5 5.104 320 326 331 rBV2 354923 667254  3.15% 0.848%
6 5.575 400 406 412 rBV 1298832 1964673 9.27% 2.498%
7 6.504 554 564 573 rBV3 182995 472706  2.23% 0.601%
8 6.587 573 578 593 rVB 510483 941257 4.44% 1.197%
9 7.187 675 680 684 rBvV 645454 1047091 4.94% 1.331%
10 7.234 684 688 694 rVB 1075515 1580576 7.45% 2.010%
11  7.398 709 716 724 rBV 878139 1359015 6.41% 1.728%
12 7.945 799 809 817 rBV3 153810 423119 2.00% 0.538%
13 8.022 817 822 835 rVV2 449228 930961 4.39% 1.184%
14 8.134 835 841 846 rVV 945845 1498787 7.07% 1.906%
15 8.187 846 850 866 rvB2 131594 339030 1.60% 0.431%
16 8.398 880 886 891 rVB 147336 236265 1.11% ©0.300%
17 8.510 897 905 910 rBV 185420 317672 1.50% 0.404%
18 8.657 924 930 935 rBV 649820 966831 4.56% 1.229%
19 8.828 953 959 974 rVB 191931 384705 1.81% 0.489%
20 9.134 999 1011 1016 rBV2 565118 1018835 4.81% 1.295%
21  9.204 1016 1023 1039 rVB2 2052362 3806641 17.95% 4.840%
22 9.469 1059 1068 1073 rBV3 174409 380510 1.79% 0.484%
23 9.657 1095 1100 1105 rBV 371592 548155 2.59% ©.697%
24  9.716 1105 1110 1120 rVB 524991 808945  3.82% 1.029%
25 9.804 1120 1125 1135 rVB4 129510 266033 1.25% 0.338%
26 9.916 1135 1144 1148 rBV2 159975 402309 1.90% 0.511%
27 10.034 1157 1164 1170 rBV2 186720 377649 1.78% 0.480%
28 10.234 1192 1198 1204 rVB2 730749 1227328 5.79% 1.560%
29 10.845 1290 1302 1307 rBv2 550779 1371970 6.47% 1.744%
30 10.951 1315 1320 1331 rVB 187665 337186 1.59% 0.429%
31 11.757 1450 1457 1463 rBv4 125482 281447 1.33% 0.358%
32 11.828 1463 1469 1483 rVV 353012 853447 4.03% 1.085%
33 11.945 1483 1489 1495 rWw 101373 230377 1.09% 0.293%
34 12.716 1612 1620 1625 rBV2 177790 331421 1.56% 0.421%
35 12.775 1625 1630 1634 rBV 272955 478769  2.26% 0.609%

36 13.292 1711 1718 1729 rBV 4575958 6625896 31.25%  8.424%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acqg On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vvial : 14 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-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.433 1736 1742 1760 rBV 208835 418928 1.98% ©.533%
38 14.669 1943 1952 1961 rBV 876095 1317896 6.22% 1.676%
39 16.033 2174 2184 2195 rBV 537429 764092 3.60% ©.971%
40 16.169 2199 2207 2223 rBV 3740413 5561366 26.23% 7.071%

41 17.427 2414 2421 2433 rBV 1110538 1669861 7.88% 2.123%
42 18.292 2564 2568 2578 rBV 170989 332419 1.57% 0.423%
43 19.974 2848 2854 2861 rBV 7252549 9158252 43.19% 11.644%
44 21.509 3111 3115 3123 rBV 1320717 1883670 8.88%  2.395%
45 21.639 3130 3137 3165 rBV 14023452 21203478 100.00% 26.958%

46 24.027 3537 3543 3554 rVB2 918811 1942534 9.16% 2.470%

Sum of corrected areas: 78652818
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP014327.D\data.ms
1.4e+07

1.2e+07
1le+07
8000000
6000000

4000000

9.204
2000000 5.575

01 s VBT s T et el 95 s

0\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\

Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP014327.D\data.ms
1.4e+07

1.2e+07

1le+07
8000000 19.974
6000000
13.292

4000000 16.169

2000000

14.669 16.0 17.427
5945 1927165 433 A > [\ 18.292
T ‘ T T T T ‘ T T T T ‘ T T T 1 ‘ 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 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 T T ‘

Time--> 1200 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP014327.D\data.ms
1.4e+07 21.639

1.2e+07
1le+07
8000000
6000000
4000000

2000000 21.5 L 24_/327

Time--> 21.00 2150 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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Cyclohexane, methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.657 12.58 ng 585521 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 93
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 64
3 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 62
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 62
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 58
Abundance  Scan 80 (3.657 min): BP014327.D\data.ms (-77) (-) m/z 83.10 100.00%
83.1
5000 J
R AR e B
\ ‘ 3.40 3.60 3.80 4.00
ol i) | 147820802666 36514149 BOLO  n/; 5516  81.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3751: Cyclohexane, methyl-
58.0
5000 L L B A LN I A
3.40 3.60 3.80 4.00
m/z 41.10 44.00%
OJ““JJ“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
83.0
N A RARRREssEEESES
3.40 3.60 3.80 4.00
5000 m/z 98.10 36.47%

150/ ||

o

ot e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3814: 2-Pentene, 4,4-dimethyl-, (Z)- A
83.0 3.40 3.60 3.80 4.00
m/z 39.00  26.40%
) MLJka
0“‘,, R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 1-Pentanol, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.975 17.40 ng 809909 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 90
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 86
3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 50
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 45
5 Butane, 1-bromo-3-methyl- 150 C5H11Br 000107-82-4 42
Abundance Scan 304 (4.975 min): BP014327.D\data.ms (-299) (-) m/z 43.05 100.00%
43.0
- MLA
R R AR e AREAR
‘ 100 4.60 4.80 5.00 5.20
Obrrdd A 1100 2069 28313419 415.3474.95346  n/; 41.e5  41.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5001: 1-Pentanol, 2-methyl-
43.0
5000 L L LN B B B
4.60 4.80 5.00 5.20
’ m/z 71.05 38.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4996: 1-Butanol, 2-ethyl-
43.0
R e N iR
4.60 4.80 5.00 5.20
5000 m/z 70.05 33.78%
oL poro
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74300: 1-Trifluoroacetoxy-2-methylpentane T A
43.0 4.60 4.80 5.00 5.20
m/z 55.05 32.45%
5000
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.104 14.33 ng 667254  1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 326 (5.104 min): BP014327.D\data.ms (-320) (-) m/z 43.00 100.00%

- jUL
101.0 SR AN S N
‘ 4.80 5.00 5.20 5.40
ol 2079 2809 3686 46438321  n/; s59.00  64.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T [T I T[T T T T[T TTT]
4.80 5.00 5.20 5.40
‘1010 m/z 100.95  22.93%
O‘\\”\H\’I\\\‘\H\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R AREE s
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.33%
101.0
Y R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.45%
) JM
O e R ae R s & R S R AR Ean R e Ao AR A RERRR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28

Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 unknown6.504 Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
6.504 10.16 ng 472706  1,4-Dichlorobenzene-d4  8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-6-Methylheptd-en-iol 128 csHie0 855001-81-4 38

1000130-89-6 27
068702-25-0 27
004325-48-8 22
000928-97-2 22

-Methyl-Z,Z-10,12-hexadecadien-... 294 C19H3402
6-Octadiene, 2,5-dimethyl-, (E)- 138 C10H18
ntane, 2-chloro-2-methyl- 120 C6H13Cl1
-Hexen-1-01, (E)- 100 C6H120

uuh wWN R
W U R~ OV~
Mm -

Abundance Scan 564 (6.504 min): BP014327.D\data.ms (-554) (-) m/z 43.05 100.00%
43.0
PR S
h“’ P 6.20 6.40 6.60 6.80
ol MAEEY 2070 29503557 45315107 n/; 41.00  60.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14452: (E)-6-Methylhept-4-en-1-ol
41.0
5000 I L L R R
6.20 6.40 6.60 6.80
m/z 67.00 46.94%
| o0
O TTT li\\u”\l\\‘}\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191915: 9-Methyl-Z,Z-10,12-hexadecadien-1-ol acetate
43.0
o e e
6.20 6.40 6.60 6.80
5000 m/z 56.05 42.93%
x“ﬁ ! 2310200
(- _!wwuw,"H_HwH_ww_wmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19487: 1,6-Octadiene, 2,5-dimethyl-, (E)- R e
41.0 6.20 6.40 6.60 6.80
m/z 81.05 41.61%
5000
09.0
0 ‘ \J', e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 «cis-2,4-Dimethylthiane, S,S... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.587 20.22 ng 941257  1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-2,4-Dimethylthiane, S,S-dioxide 162 C7H1402S 1000215-67-5 72
2 1-Hexanol, 3-methyl- 116 C7H160 013231-81-7 64
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
4 Octane, 3-methyl-6-methylene- 140 Cl1oH20 074630-07-2 59
5 2-Acetylpyrrolidine 113 C6H11NO 060026-20-2 53

Abundance Scan 578 (6.587 min): BP014327.D\data.ms (-573) (-) m/z 70.10 100.00%

70.1
5000
6.20 6.40 6.60 6.80 7.00
O id ] 146.9207.1266.9 341.03985459.6 530.8 1/, s55.05  91.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38262: cis-2,4-Dimethylthiane, S,S-dioxide
558.0
5000 L L L B R
6.20 6.40 6.60 6.80 7.00
m/z 43.05 77.11%
L 162.0
O‘\\\\‘\‘\\\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9472: 1-Hexanol, 3-methyl-
43.0
RRRREEESES R e
6.20 6.40 6.60 6.80 7.00
5000 m/z 69.05 61.12%
OM",,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4998: 1-Butanol, 2-ethyl- T
43.0 6.20 6.40 6.60 6.80 7.00
m/z 41.10 54.46%
: M\kw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.398  29.20 ng 1359020 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 716 (7.398 min): BP014327.D\data.ms (-709) (-) m/z 105.05 100.00%
105.1
5000 M
Ramas A RARE
39.0 7.00 7.20 7.40 7.60 7.80

L 207.9267.1 341.0 416.1475.0533.4 n/z 120.05  28.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

5000 T e
7.00 7.20 7.40 7.60 7.80

m/z 76.95 13.74%

39.0
\‘ALM“HHM‘W‘”‘W‘”\”‘W‘”‘W”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

7.00 7.20 7.40 7.60 7.80

o

o

5000 m/z 91.00 13.32%
el M
0 et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10718: Benzene, 1,2,4-trimethyl- RERAREE R R
105.0 7.00 7.20 7.40 7.60 7.80

m/z 79.00 12.53%

5000
39.0‘
0 Cra l L

\\\\\l\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ L O B B B B R O
I | | T I T I T I T I T I I T I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28

Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 3-Methyl-hexanoic acid Concentration Rank 15

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

7.945 9.09 ng 423119 1,4-Dichlorobenzene-d4 8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 90
2 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 40
3 Butanoic acid 88 C4H802 000107-92-6 38
4 Xylopyranoside, methyl 4-azido-4... 189 C6H11N304 020379-31-1 33
5 n-Decanoic acid 172 C10H2002 000334-48-5 28
Abundance Scan 809 (7.945 min): BP014327.D\data.ms (-799) (-) m/z 60.00 100.00%

60.0
5000 4/\»

7.60 7.80 8.00 8.20

‘\ ‘h 1249 208.2 281.1 355.1 457.8 533.9

O T b b e e T T T T T T e T m/z 43.10 52.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15410: 3-Methyl-hexanoic acid
60.0
5000 L L NI BN BN R I
7.60 7.80 8.00 8.20
‘ ' m/z 41.00 39.49%
\ 129.0
O‘\H\"HH\\‘\H\‘\H\‘\H\‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘\

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

=

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

Abundance #9226: Pentanoic acid, 3-methyl-
60.0
R RS
7.60 7.80 8.00 8.20
5000 ITI/Z 86.95 39.30%
0“WJM‘Wugu“_“‘_“w“u“‘H“H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid R A BAEARRRRRT
60.0 7.60 7.80 8.00 8.20
m/z 70.05 27.45%
0 H}\ Jh | ‘
R AR R AR AR AR RRRRR AR AR RARRRRRRE P T

7.60 7.80 8.00 8.20

8270E-BP030623.M Tue Mar 28 12:30:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.134 32.20 ng 1498790  1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 841 (8.134 min): BP014327.D\data.ms (-835) (-) m/z 105.05 100.00%

105.1
5000

7.80 8.00 8.20 8.40

39.0
0t} L 14 1631 2649 3410 4322 5393 n/z 120.10  35.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 N L R R R R R

7.80 8.00 8.20 8.40
m/z 77.00 14.17%

39.0
‘\\Jl\i‘iLIIMWJ‘\WMJI‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0

780800820840

o

5000 ITI z 91.00 11.32%
39.0 J
OWJ;L"“"HWH*JH‘HH‘mwm‘uH_m‘uw‘m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 780800820840

m/z 119.05 9.40%
5000

28.0
0 \.J’Hﬂ“‘“

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

8270E-BP030623.M Tue Mar 28 12:30:45 2023 Page: 11



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28

Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 1.alpha.,2.beta.,3.alpha.,4... Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
8.187 7.28 ng 339030 1,4-Dichlorobenzene-d4 8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 72

2 Cyclopropane, 1-heptyl-2-methyl- 154 C11H22 074663-91-5 59

3 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 59

4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 59

5 1-Octanol 130 C8H180 000111-87-5 59

Abundance Scan 850 (8.187 min): BP014327.D\data.ms (-846) (-) m/z 55.00 100.00%
55.0

AR LS -
| 1 4692086 2618 ’ 7.80 8.00 8.20 8.40 8.60
ol 14092088 281.8 36854291 5225 I n/z 43.05 71.08%

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

Abundance #13296: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcycl
69.0

o

-

5000 O o
7.80 8.00 8.20 8.40 8.60

m/z 41.05 65.33%

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

=

Abundance #31462: Cyclopropane, 1-heptyl-2-methyl-
56.0
R REREREEEEEEEEEEEE
7.80 8.00 8.20 8.40 8.60
5000 ITI/Z 70.05 62.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7681: trans-1-Butyl-2-methylcyclopropane R e o ok
55.0 7.80 8.00 8.20 8.40 8.60
m/z 56.05 59.75%
5000
‘ 11L.o
R S A A R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60

Page: 12
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,3-diethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.510 6.82 ng 317672  1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 97
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 96

4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 87
5 o-Cymene 134 CleH14 000527-84-4 81

Abundance Scan 905 (8.510 min): BP014327.D\data.ms (-897) (-) m/z 105.05 100.00%

105/1

-

5000
39.0 h 8.20 8.40 8.60 8.80
Ol kplbadl 20822666 356.2415.0 4883 n/; 119.10 98.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 M‘\\\\‘\\\\‘\\\\‘\\\\‘
8.20 8.40 8.60 8.80
m/z 134.05 42.22%
39.0 ‘
O‘\\“\u’lll\“\h\‘\l“\“ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17031: Benzene, 1,4-diethyl-
119.0
 RARREEEEIEE S
8.20 8.40 8.60 8.80
5000 m/z 90.95 32.95%
41.0 ‘
N 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 76.95 19.67%
5000
39.0
o e A W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

8270E-BP030623.M Tue Mar 28 12:30:47 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 5

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

8.657 20.77 ng 966831 1,4-Dichlorobenzene-d4 8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
Abundance Scan 930 (8.657 min): BP014327.D\data.ms (-924) (-) m/z 119.05 100.00%

119.1
5000

\

8.40 8.60 8.80 9.00

39.0 ‘
[ h

Olrrrbprbi L 1908 2711 3411 4150 4918 n/7 134.00  28.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 ARRR AR AR AARREAA
8.40 8.60 8.80 9.00
m/z 91.00 23.36%
Sl \
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.40 8.60 8.80 9.00
5000 ITI/Z 77 .00 10.77%
39.0
O\JMLMm‘»““\H*w*w*w‘H\H*W*H*M‘H\H*w*w*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: 0-Cymene ST T T T T T T
119.0 8.40 8.60 8.80 9.00

m/z 120.05 9.93%

5000
39.0 k A
0 NN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00

8270E-BP030623.M Tue Mar 28 12:30:48 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzene, 1-methyl-4-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.828 8.26 ng 384705 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 2-Tolyloxirane 134 C9H100 002783-26-8 91
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
Abundance Scan 959 (8.828 min): BP014327.D\data.ms (-953) (-) m/z 105.05 100.00%
105.1

=

5000
39.0 8.60 8.80 9.00 9.20
obromrbad Ll | 2090 2820 3551 4620 5378 ./, 134,060 20.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 L B I L I LR B
8.60 8.80 9.00 9.20
m/z 77.00 12.50%
390,
O‘H‘\%f\“\w‘[\“u\‘HH‘HH’\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
e S AARREERRI TS
8.60 8.80 9.00 9.20
5000 m/z 79.00 10.58%
27.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17046: Benzene, (1-methylpropyl)- R
105.0 8.60 8.80 9.00 9.20
m/z 90.95 10.08%
5000
sl
o+t e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

8270E-BP030623.M Tue Mar 28 12:30:48 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.134  21.89 ng 1018840 1,4-Dichlorobenzene-d4 8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 81

Abundance Scan 1011 (9.134 min): BP014327.D\data.ms (-999) (-) m/z 119.10 100.00%
119.1

5000
Sl'OJ \ ‘ ‘ 206.9268.0  355.0 2.2 526.0 8.80 9.90 920 9.49
ol thd s A 20692680 3550 4522 5260 /5 117,10  33.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 /\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.80 9.00 9.20 9.40
m/z 91.00 26.53%
anl |
O‘\\“\\\“L\‘“\‘I\‘\’“\V 1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 134.05 26.31%
39.0 \ ‘
Y1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- R R
119.0 8.80 9.00 9.20 9.40
m/z 114.95 16.78%
5000
51.0 ’
Ol L e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

8270E-BP030623.M Tue Mar 28 12:30:49 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.657 7.99 ng 548155 Naphthalene-d8 10.845
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 91

Abundance Scan 1100 (9.657 min): BP014327.D\data.ms (-1095) (-) m/z 119.10 100.00%

119.1
5000

9.0 9.50 10.00
L hdad 207.9 294.9 370.0 439.4 526.0 m/z 134.05 41.90°

T R L %
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A e

9.50 10.00
m/z 91.00 20.07%

39.0
‘\\‘\L‘%‘!A\“\J[“\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0

M
9.50 10.00

o

5000 m/z 120.05 10.28%
41.0 | l |
OW‘H‘;M“"H“"" R R R RRARRRRRN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 9.50 10.00

m/z 133.05 9.13%

5000
41.0 \
0 T

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

8270E-BP030623.M Tue Mar 28 12:30:50 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.716 11.79 ng 808945  Naphthalene-d8 10.845
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 o-Cymene 134 C1oH14 000527-84-4 95
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 95
4 p-Cymene 134 CleHi4 000099-87-6 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 1110 (9.716 min): BP014327.D\data.ms (-1105) (-) | m/z 119.05 100.00%

119.1
5000

390 \ 9.50 10.00
bbbl 2092266.9326.9 4290 5170 n/7 134.00  36.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 ~ T AP
9.50 10.00

m/z 91.00  19.32%

B,
PR T
‘\\\\[I\\\[\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: 0-Cymene
119.0

M
9.50 10.00

o

5000 m/z 120.10 9.60%
41.0 \
O et e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 9.50 10.00

m/z 77.00 9.48%

5000
39.0
NI

O e el e e e o —
miz--> 0 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\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.234 17.89 ng 1227330  Naphthalene-d8 10.845
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 2,4-Dimethylstyrene 132 C10H12 002234-20-0 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89

Abundance Scan 1198 (10.234 min): BP014327.D\data.ms (-1192) (- m/z 117.05 100.00%

117.1
5000
SN

51.0 \ 1 10.00 10.50
Obrbpldd s Ml 2079 294.8357.14183 5094 n/7 132.00  34.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
10.00 10.50

m/z 119.10  33.60%

51.0
‘\\‘\l\g”\“\h\l\‘"\Wl\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0

o

10.00 10.50
5000 m/z 115.00 30.39%
51.0
0\”M”wﬁkw”w\”‘W‘”‘M‘”\”‘W‘”‘M‘”\”‘W‘”‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 10.00 10.50

m/z 91.00 19.68%

5000
51.0
0 LM“A”J

\ 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 3,4-Dimethylbenzyl alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.828 12.44 ng 853447  Naphthalene-d8 10.845
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Dimethylbenzyl alcohol 136 C9H120 006966-10-5 96
2 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1OH16 000099-86-5 89
4 Cyclohexene, 3-methyl-6-(1-methy... 136 C1@H16 000586-63-0 81
5 (+)-4-Carene 136 CleH16 029050-33-7 76

Abundance Scan 1469 (11.828 min): BP014327.D\data.ms (-1463) (- m/z 93.05 100.00%

93.0
5000

{ 11. 50 12 00
35.“.;“\ iy

207.0  295.0 358.9416.9477.3 549, )
S5, 207.0 2950358.94169477.3 549.. ./, 91,00  97.02%

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18893: 3,4-Dimethylbenzyl alcohol
136.0

o

5000
+7 11. 50 12 00
’ m/z 120.95 94.37%
OlS.PHL\‘A‘J‘d \i\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18937: Benzenemethanol, 3,5-dimethyl-
136.0
o e
11.50 12.00
5000 77 ITI/Z 136.00 72.23%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18219: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
121.0 11. 50 12 00

m/z 77.00 60.19%

5000
43.0 H
I \” T I

L
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 1150 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzeneacetic acid, .alpha.... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.775 7.27 ng 478769  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 95
2 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 90
3 p-Tolylacetic acid 150 C9H1002 000622-47-9 90
4 m-Tolylacetic acid 150 C9H1002 000621-36-3 87
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-24-3 72

Abundance Scan 1630 (12.775 min): BP014327.D\data.ms (-1625) (- m/z 105.00 100.00%

105.0
5000
P

200 ‘ 12.50 13.00
-0 11| 1768 2666 35534148 5305 n/z 156.05  28.18%

m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #28401: Benzeneacetic acid, .alpha.-methyl-
105.0
5000

12.50 13.00
m/z 77.00  19.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #28425: Benzeneacetic acid, .alpha.-methyl-, (R)-
105.0

T
12.50 13.00

O

o

5000 m/z 79.00 14 .80%
o\“hHH,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28274: p-Tolylacetic acid T —
105.0 12.50 13.00

m/z 103.00 11.02%

5000
45.0 ‘
0 bl ] Y e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.033 11.60 ng 764092  Acenaphthene-di0 14.669
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12HSNO 000091-02-1 64
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 59
5 Azobenzene 182 C12H1ON2 000103-33-3 42
Abundance Scan 2184 (16.033 min): BP014327.D\data.ms (-2174) (- m/z 105.00 100.00%
105.0
182.1
5000
1 T
29 16.00
obombede e L 28083409 414.8474.95330 /7 76.95  72.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
16.00
m/z 182.10 53.43%
7.0
O \‘\‘\}\\”\\‘\\\\‘h\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl-
105.0
183.0 1 T
16.00
5000 m/z 51.00 27.30%
7.0
0 MJ‘H‘H*W“wuwmwm‘mwmWm‘mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- — ‘
105.0 16.00
m/z 49.95 9.57%
5000 182.0
32.
o) S — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acq On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.639 225.13 ng 21203500  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 32
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

Abundance Scan 3137 (21.639 min): BP014327.D\data.ms (-3130) (- m/z 277.10 100.00%
277.1

—

5000
77.0 199.0 —— —T—
‘ 1a0l0 H A 21.50 22.00
Ok 23900, 1} | 3398  431.24891548. ., 578 19  33.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —— —r—
21.50 22.00
77.0 199.0 m/z 199.00 21.66%
14.0 ‘ ‘
O‘\\\\“‘\\‘\\‘\\\\‘i\\\h\u\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—

‘ ——
21.50 22.00
5000 m/z 201.10 20.40%
77.0

183.0

J L Mmhu

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

—

—— A
21.50 22.00
m/z 77.00 20.13%

5000

77.0 183.0

0 “M”4\ | th L

‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14327.D

Acqg On : 27 Mar 2023 23:28
Operator : CG/JU

Sample : 02055-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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|
Cyclohexane, me... 3.657 12.6 ng 585521 1 8.022 930961 20.0
1-Pentanol, 2-m... 4.975 17.4 ng 809909 1 8.022 930961 20.0
2-Pentanone, 4-... 5.104 14.3 ng 667254 1 8.022 930961 20.0
unknown6 .504 6.504 10.2 ng 472706 1  8.022 930961 20.0
cis-2,4-Dimethy... 6.587 20.2 ng 941257 1 8.022 930961 20.0
Benzene, 1l-ethy... 7.398 29.2 ng 1359020 1 8.022 930961 20.0
3-Methyl-hexano... 7.945 9.1 ng 423119 1 8.022 930961 20.0
Benzene, 1,2,3-... 8.134 32.2 ng 1498790 1  8.022 930961 20.0
1l.alpha.,2.beta... 8.187 7.3 ng 339030 1 8.022 930961 20.0
Benzene, 1,3-di... 8.510 6.8 ng 317672 1 8.022 930961 20.0
Benzene, 4-ethy... 8.657 20.8 ng 966831 1 8.022 930961 20.0
Benzene, 1-meth.. 8.828 8.3 ng 384705 1 8.022 930961 20.0
Benzene, 1-ethy... 9.134 21.9 ng 1018840 1  8.022 930961 20.0
Benzene, 1,2,4,... 9.657 8.0 ng 548155 2 10.845 1371970 20.0
Benzene, 1,2,3,... 9.716 11.8 ng 808945 2 10.845 1371970 20.0
Benzene, 1l-ethe... 10.234 17.9 ng 1227330 2 10.845 1371970 20.0
3,4-Dimethylben... 11.828 12.4 ng 853447 2 10.845 1371970 20.0
Benzeneacetic a... 12.775 7.3 ng 478769 3 14.669 1317900 20.0
Benzophenone 16.033 11.6 ng 764092 3 14.669 1317900 20.0
Triphenylphosph.. 21.639 225.1 ng 21203500 5 21.509 1883670 20.0
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