LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@48573.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.755 66 71 75 rBV 34560 52808 2.45% 0.407%
2 4.013 106 115 123 rBV7 22364 54781 2.54% 0.422%
3 4.231 144 152 157 rBV 42475 79697 3.70% 0.614%
4 4,519 197 201 205 rBV3 18002 29938 1.39% 0.231%
5 4.572 205 210 218 rVB 84053 127473 5.91% 0.983%
6 5.271 322 329 334 rVB8 13892 38063 1.77%  0.293%
7 5.641 386 392 398 rVWW 184726 298090 13.83%  2.298%
8 5.735 398 408 414 rVB 227545 486666 22.58% 3.752%
9 6.087 462 468 478 rBV2 92571 156807 7.28% 1.209%
10 6.340 499 511 517 rBVS 14127 30377 1.41% 0.234%
11 6.822 586 593 599 rBV3 12748 23931 1.11% ©.185%
12 7.174 648 653 657 rBV 37330 59220 2.75% 0.457%
13 7.239 657 664 671 rBV3 145524 276352 12.82% 2.131%
14 7.31@¢ 671 676 681 rVB 109005 171923 7.98%  1.326%
15 7.480 697 705 715 rBV2 118264 211741  9.83% 1.633%
16 7.738 742 749 756 rVB 381907 597958 27.75% 4.610%
17 8.097 803 810 815 rBV 91449 158087 7.34%  1.219%
18 8.144 815 818 822 rWV 33985 56850 2.64% 0.438%
19 8.214 822 830 843 rVB 142345 291508 13.53% 2.248%
20 8.361 845 855 867 rVB5 48461 117979 5.47% 0.910%
21 8.473 867 874 880 rBV 234400 386971 17.96%  2.984%
22 8.584 889 893 899 rw2 27398 40625 1.89% 0.313%
23  8.643 899 903 908 rVB3 15128 22332 1.04% 0.172%
24 8.731 913 918 924 rBV2 34656 57681 2.68% 0.445%
25 9.060 965 974 977 rBV6 30783 66586 3.09% 0.513%
26 9.207 977 999 1003 rBV5 183466 734442 34.08% 5.663%
27 9.266 1003 1009 1016 rVV2 379603 745976 34.61% 5.751%
28 9.513 1046 1051 1054 rBv4 14506 22147 1.03% 0.171%
29 9.736 1082 1089 1095 rBv2 53095 106123 4.92% 0.818%
30 9.801 1095 1100 1106 rvv2 21921 42035 1.95% 0.324%
31 9.871 1106 1112 1114 rVV2 41896 72751 3.38% 0.561%
32 9.901 1114 1117 1124 rVB2 50646 82213 3.81% 0.634%
33 10.159 1156 1161 1169 rVB 31642 57829 2.68% 0.446%
34 10.312 1177 1187 1196 rBV3 101825 196944  9.14%  1.518%
35 10.923 1284 1291 1295 rBV 115808 203942 9.46% 1.572%

36 10.970 1295 1299 1306 rVB2 62947 107943 5.01% 0.832%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.534 1389 1395 1399 rBV7 14898 28358 1.32% 0.219%
38 12.292 1520 1524 1530 rBv4 14322 23737 1.10% ©.183%
39 12.574 1567 1572 1579 rVB2 27097 43313 2.01% 0.334%
40 12.791 1605 1609 1614 rVB3 19319 32400 1.50% ©.250%

41 13.367 1697 1707 1713 rBV 869394 1343217 62.33% 10.356%

42 14.748 1936 1942 1949 rVB 190337 292454 13.57%  2.255%
43 16.234 2188 2195 2204 rBV 755385 1162577 53.95%  8.963%
44 17.498 2404 2410 2419 rBV 251424 384788 17.85% 2.967%
45 18.379 2555 2560 2568 rBV3 117568 170980 7.93% 1.318%
46 19.648 2770 2776 2789 rBV6 49679 90286 4.19% 0.696%
47 20.112 2849 2855 2860 rBV 1717816 2155115 100.00% 16.616%
48 21.428 3075 3079 3091 rBV5 63025 161985 7.52%  1.249%
49 21.798 3136 3142 3148 rVB 245273 399294 18.53% 3.079%
50 25.136 3701 3710 3724 rVB2 141611 414942 19.25%  3.199%

Sum of corrected areas: 12970235
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048573.D\data.ms
1600000
1400000
1200000
1000000

800000
600000 9.266

400000 7.738
553735 8473  go07
7#3Pago| g Ft4 109
572 6.087 | 10.312
3.75505@34‘.15/@9 5.271 J\i | 6.340 6. % & e 131.060 0, 5?% 159 92;0 11534 12202324791

O\‘\\AT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\w T \‘Y_/k\ L \\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\‘\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 1100 11.50 12.00 12.50

Abundance TIC: BG048573.D\data.ms

200000

20.112
1600000

1400000
1200000
1000000
13.367

800000 16.234
600000

400000

17.498 21.798
200000 14.748 18.379

1%@ 21.428
O B L e e e B e T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG048573.D\data.ms

1600000
1400000
1200000
1000000
800000
600000
400000

200000 25.136

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 3-Pentanone, 2,2-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.572 16.13 ng 127473  1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 59
2 Pivalyl chloride 120 C5H9C10 003282-30-2 53
3 3-Heptanone 114 C7H140 000106-35-4 53
4 3,4-Hexanedione 114 C6H1002 004437-51-8 47
5 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 45
Abundance Scan 210 (4.572 min): BG048573.D\data.ms (-205) (-) m/z 57.10 100.00%
57.1
5000 J\
T e e S
114.1 4.20 4.40 4.60 4.80
bbb e 2249 3880 7 41,10 38.40%
miz--> 50 100 150 200 250 300 350
Abundance #7580: 3-Pentanone, 2,2-dimethyl-
57.0
5000 \‘HH,HH‘HH,F{/\\’Y\‘\

4.20 4.40 4.60 4.80
m/z 39.05 14.71%

114.0
H“‘M \H“\"“H“HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350
Abundance #9285: Pivalyl chloride
57.0

4.20 4.40 4.60 4.80

5000 m/z 114.10 9.94%
159} | 1050
e e B e
miz--> 50 100 150 200 250 300 350
Abundance #7435: 3-Heptanone R B
57.0 4.20 4.40 4.60 4.80

m/z 85.05 8.43%

5000
‘ “ ‘ ‘ 114.0
T T ‘\ ‘ : T T ’ \‘ L ‘ T ‘ T ‘ T ‘ T ‘ T

m/z--> 50 100 150 200 250 300 350 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.735 61.57 ng 486666 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 95
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 86
Abundance Scan 408 (5.735 min): BG048573.D\data.ms (-398) (-) m/z 91.10 100.00%
91.1
5000 /\
“_‘H‘H“_‘H,H“
51.0 ‘ ‘ 5.40 5.60 5.80 6.00
el e 297z 106010 49.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5100: Benzene, 1,3-dimethyl-
91.0
5000 UL L B L IR B
5.40 5.60 5.80 6.00
m/z 105.10  25.18%
51.0 ‘
\\\‘2\7\\0\“\\“‘\‘\‘\\\\‘H’\\1\“N\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5076: o-Xylene
91.0
R AAREEMARE T
5.40 5.60 5.80 6.00
5000 m/z 77.10 14.95%
AT I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5075: p-Xylene e
91.0 5.40 5.60 5.80 6.00
m/z 51.00 11.05%
5000
51.0
Hfzghﬂwhuw‘hﬁuwuuwuwu‘wuuwuwu AAA,,A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-ethyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.174 7.49 ng 59220 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 653 (7.174 min): BG048573.D\data.ms (-648) (-) m/z 105.00 100.00%
105.0
5000 N\J\
A EEaEN RS
30,0 77‘ ! jep¢ | 6807.007.207.40
\H‘\H\‘HH\‘\“H\HH\LHH‘\‘\\‘\H“\H\‘HH‘H\\‘HH‘HH‘HH‘HH" m/z 129.19 29.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L L L I L L B B
6.80 7.00 7.20 7.40
770 m/z 77.10 15.85%
J\-\S\‘\H\“H‘\'\“\‘\Hm’\\‘H‘\‘\\‘\M“\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
A \‘\\\\‘\\\\‘\\\\‘\\\\‘\
6.80 7.00 7.20 7.40
5000 ITI z 91.05 14.71%
770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9427: Benzene, 1-ethyl-2-methyl- ““H““‘_““H“‘
105.0 6.80 7.00 7.20 7.40
m/z 79.10 13.27%
5000
77.0 ‘
‘H_‘H_H‘_HMMHWJHM‘HW‘HWH‘WH‘WH‘WH‘WHH‘ SNBSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BG@48573.D

Acqg On 2 Apr 2021 17:57

Operator : CG/JU

Sample : M1835-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethyl-4-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.480 26.79 ng 211741  1,4-Dichlorobenzene-d4 8.091
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 705 (7.480 min): BG048573.D\data.ms (-697) (-) m/z 105.10 100.00%
105.1
5000
39.1 3 ‘ . 7.20 7.40 7.60 7.80
e T b 2830 sz 120.10 32.34%
miz--> 50 100 150 200 250
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
5000 \\/\\‘/\\\\\‘\\\\‘\\\\’\\\\
7.20 7.40 7.60 7.80
m/z 91.10 13.75%
\2\7‘\0‘\ i‘ewﬁwo“\ ‘\“ L B s B B B e s
miz--> 50 100 150 200 250
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 /\ A
PV VAN A R W
7.20 7.40 7.60 7.80
5000 ITI/Z 77.10 13.30%
65.0 ‘
o A
miz--> 50 100 150 200 250 A/\
Abundance #9401: Mesitylene “Aw“w“‘w“‘w“‘
105.0 7.20 7.40 7.60 7.80
m/z 79.00 11.81%
5000
39.0
L0 | N»‘JH_HW - Mﬂ“,
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.738 75.65 ng 597958 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 749 (7.738 min): BG048573.D\data.ms (-742) (-) m/z 105.10 100.00%
105.1
5000

J ) |

91 1  7.407.607.80 8.00
bbbl ATS9 ALY s 120010 42.27%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
7.40 7.60 7.80 8.00
m/z 77.10 14.91%
39.0

]

1l
(L L N L L B I B L B L R R A IR

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9402: Mesitylene

105.0 J\ /\ /\

7.40 7.60 7.80 8.00

5000 ITI/Z 91.10 13.46%
39.0
\**“‘H“”‘”*h**\\J*”*‘HvH*w***w**H\*Hw”w”w”wmw
miz--> 0 50 100 150 200 250 300 350 400 450 500 /\ A /\
Abundance #9421: Benzene, 1,2,4-trimethyl- ML R e
105.0 7.40 7.60 7.80 8.00

m/z 119.10  12.24%

5000

390 | A .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00

N
T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Hexanol, 2-ethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.144 7.19 ng 56850 1,4-Dichlorobenzene-d4 8.091
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45

5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 42

Abundance Scan 818 (8.144 min): BG048573.D\data.ms (-815) (-) m/z 57.10 100.00%
57.1

-

5000
7.80 8.00 8.20 8.40
1258 403.
‘ m/z 41.00 49.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 \‘W‘\\\\’\\\\‘V\W

7.80 8.00 8.20 8.40
m/z 43.00 41.49%

|20

150
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #72873: Heptane, 1,1'-oxybis-
57.0
7.80 8.00 8.20 8.40
5000 m/z 55.10 28.39%
‘ \‘ | 171.0
T I e L AL B A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #74058: Heptyl isobutyl carbonate
57.0 7.80 8.00 8.20 8.40
m/z 83.00 27.00%
5000
L 990 1610
m/z--> 0 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.214 36.88 ng 291508 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 830 (8.214 min): BG048573.D\data.ms (-822) (-) m/z 105.10 100.00%
105.1
5000
A
391 77‘-0 | 7.80 8.00 8.20 8.40 8.60
el M B29 L 1841207.0 s 100,10 39.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 I L L B R
7.80 8.00 8.20 8.40 8.60
m/z 91.00 13.82%
39.0 77.0
\1\5\-‘0\‘} T \“‘\ \“P\“‘\‘\\\“‘\\‘\\‘U\\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
Raman RN
7.80 8.00 8.20 8.40 8.60
5000 m/z 77.00 13.60%
28.0 51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9401: Mesitylene “H“‘H“‘H“/Xmﬂ“
105.0 7.80 8.00 8.20 8.40 8.60
m/z 103.10 9.75%
5000
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

8270-BGO33021.M Sat Apr 03 05:11:20 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown8.361 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.361 14.93 ng 117979 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl 2-ethylhexanoate 186 C11H2202 067024-46-8 47
2 Cyclohexanone, 4-methoxy-2,2,6-t... 170 C10H1802 017429-03-7 32
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 30
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 27
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 25
Abundance Scan 855 (8.361 min): BG048573.D\data.ms (-845) (-) m/z 88.00 100.00%
88.0
57.1
5000
110.1 o A
A L
‘ ‘ ‘ 8.00 8.20 8.40 8.60
B “‘ bl b 2087 hp 57,10 71.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50079: Isopropyl 2-ethylhexanoate
57.0
88.0
5000
8.00 8.20 8.40 8.60
130.0 m/z 41.10 71.71%
158.0
‘\\\\“P\\m‘\\”‘\‘\‘\“\\“‘\\\‘1‘\‘\\\‘1‘\\\“\\\\’\\.\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #38083: Cyclohexanone, 4-methoxy-2,2,6-trimethyl-

—

88.0
iy L
8.00 8.20 8.40 8.60
5000/ 40 m/z 39.10  43.33%
67 | 410.0 1380 790
L \
R B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1973: Hydrazine, 1,2-diethyl-
31.0 8.00 8.20 8.40 8.60
59.0 ggo m/z 67.05 40.67%
5000
:
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BGO33021.M Sat Apr 03 05:11:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.473  48.96 ng 386971 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e0 000611-15-4 72
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 68
Abundance Scan 874 (8.473 min): BG048573.D\data.ms (-867) (-) m/z 117.10 100.00%
11y.1
5000
91.1 AP T
39.1 63.1 8.20 8.40 8.60 8.80
22t m/z 118.10 56.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8949: Indane
11y7.0
5000 L L L I BN AL
8.20 8.40 8.60 8.80
39.0 91.0 m/z 114.95 33.09%
. ﬁ3° {
\\\'\O‘\“\\\“’\\“{\“‘i‘\\\“‘\\‘\\"\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
e AN -
8.20 8.40 8.60 8.80
m/z 91.10 19.36%
5000 91.0
39.0 63.0
15.0
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A /\
Abundance #8966: Benzene, cyclopropyl- ‘H“‘H“‘HA%H“‘A‘
117.0 8.20 8.40 8.60 8.80
m/z 63.10 10.93%
5000 91.0
51.0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.731 7.30 ng 57681 1,4-Dichlorobenzene-d4 8.091
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 90
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
Abundance Scan 918 (8.731 min): BG048573.D\data.ms (-913) (-) m/z 119.10 100.00%
119.1
5000
bl
‘ 363 8.40 8.60 8.80 9.00
|
“‘vakh “‘w s m/z 105.10  40.71%
mlz--> 50 100 150 200 250 300 350
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.40 8.60 8.80 9.00
m/z 134.05 37.26%
77.
w00 [
\\\‘\“‘\H\H\\““\H \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #14841: Benzene, 1,4-diethyl-
119.0 /\/\ j\/\
8.40 8.60 8.80 9.00
5000 m/z 91.10 30.70%
92071
O —
miz--> 50 100 150 200 250 300 350
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.00 17.74%
5000
i
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown9.060 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.060 8.42 ng 66586 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1eH14 000527-84-4 43
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 43
3 p-Cymene 134 C1eH14 000099-87-6 38
4 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 38
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 38
Abundance Scan 974 (9.060 min): BG048573.D\data.ms (-965) (-) m/z 119.10 100.00%
119.1
5000

41.1

Akﬂ/\ 2

‘ 517 8.80 9.00 9.20 9.40
e m/z 71.10 44.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14811: 0o-Cymene
119.0

5000 R
8.80 9.00 9.20 9.40

m/z 134.00  32.87%

41.0 \
‘\\‘\L““H‘J\‘\\‘n\u\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

8.80 9.00 9.20 9.40

5000 m/z 41.10 27.72%
39.0 \
‘\\l\hi‘\d\h\‘\‘n\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ /\/w'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14809: p-Cymene R ARARaTE
119.0 8.80 9.00 9.20 9.40

m/z 74.00  27.72%

5000
410 | l
HIwEy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BG@48573.D

Acqg On : 2 Apr 2021 17:57

Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.207 92.92 ng 734442  1,4-Dichlorobenzene-d4 8.091
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 55
4 o-Cymene 134 C10H14 000527-84-4 55
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 55
Abundance Scan 999 (9.207 min): BG048573.D\data.ms (-977) (-) m/z 119.10 100.00%
119.1
59.0
5000
LW‘M‘_A‘WAW
hH ‘ 8.80 9.00 9.20 9.40 9.60
““‘J“‘\““H M‘\‘L i LN B \4"175\.' m/Z 59.05 54.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 DL B LA B
8.80 9.00 9.20 9.40 9.60
m/z 41.10 32.05%
65.
15'9"?
m/z--> 50 100 150 200 250 300 350 400
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
RARRNEAESS R S
8.80 9.00 9.20 9.40 9.60
5000 m/z 134.00 29.09%
o
150 SV
m/fz--> 50 100 150 200 250 300 350 400 ]\A M
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth = A A /\‘ =
119.0 8.80 9.00 9.20 9.40 9.60
m/z 87.00 26.67%
5000
41.0 ‘
m/z--> 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40 9.60

8270-BGO33021.M Sat Ap

r @3 05:11:23 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.736 10.41 ng 106123 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 90
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87

Abundance Scan 1089 (9.736 min): BG048573.D\data.ms (-1082) (-) m/z 119.10 100.00%

119.1
5000 134.1
91.0 A ‘A‘ ‘

41.0 65.0 ] 9.50 10.00
\\‘H\\‘\\H‘H\\"‘\\H“\‘\‘\‘\’\\‘\\‘HH‘H\\’\\H‘\H\’H‘\‘\}\H‘\‘\‘\‘H‘H m/z 134 05 48.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
lO 00

m/z 91 00  25.12%

39.0 65.0 91.0
\\‘].H\\‘\\H‘H\\"‘\\H‘\1\\’\‘\‘\\‘\H‘\“H\\’\\H‘\H\’\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0
f“A/M\AA /’\A

950 1000
5000 m/z 77.00  10.75%
134.0
39\0 020 | 91\'0 el
| | uly M Ly il
e e et et e e el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 (M
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- L
119.0 950 1000
m/z 120.00 8.93%
134.0
5000
41.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00

8270-BGO33021.M Sat Apr 03 05:11:23 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown9.871 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.871 7.13 ng 72751  Naphthalene-d8 10.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Oxaborolane, 2-ethyl-4,5-dim... 126 C7H15BO 074685-45-3 43
2 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 43
3 Isopropylcyclobutane 98 C7H14 000872-56-0 38
4 3,3-Dimethyl-1,2-epoxybutane 100 C6H120 002245-30-9 38
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 37

Abundance Scan 1112 (9.871 min): BG048573.D\data.ms (-1106) (-) m/z 70.10 100.00%
70.1

5000

4 1ore o R
bl Mot

‘\\H‘MN\“‘H‘\\‘H‘M‘\‘\‘\“‘\\H’HH’HH’HH’HH‘HH‘HH‘HH‘HH‘\ m/Z 55.10 98.64%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11267: 1,2-Oxaborolane, 2-ethyl-4,5-dimethyl-
70.0
WW/\/V\/\N

5000 LR AT S
9.50 10.00

m/z 83.10 67.08%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #6680: 2-Heptene, 3-methyl-
41.0 70.0
9.50 10.00
5000 ITI/Z 43.10 35.89%
112.0
_“HULH“\‘_‘w‘u_uwm,uu,uu,uH,HH_m_m‘mwmw
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #3339: Isopropylcyclobutane — i
55.0 9.50 10.00
m/z 107.00  30.23%
5000
27.0
e bl
L L Wb

m/z--> 20 40 60 80 100120140160 180200 220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown9.901 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.901 8.06 ng 82213  Naphthalene-d8 10.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H1402 016466-24-3 38
2 2H-Pyran-3(4H)-one, dihydro-6-me... 114 C6H1002 043152-89-2 35
3 5-Methyl-5-hexen-3-0l 114 C7H140 067760-89-8 27
4 2-Butenoic acid, 4-oxo-, methyl ... 114 C5H603 005837-72-9 22
5 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 22

Abundance Scan 1117 (9.901 min): BG048573.D\data.ms (-1114) (-) m/z 56.10 100.00%

56.1
5000 127.1

0l 2205 ags, 950 10.00
" m/z 83.10 99.23%

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

Abundance #19838: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59.0

127.0

-

5000
9.50 10.00

m/z 43.10 70.21%

L

L L L L L L L B L B BN B BB

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7302: 2H-Pyran-3(4H)-one, dihydro-6-methyl-

-

l56-0114.0
4 I
9.50 10.00
5000 m/z 41.00  64.34%
S ¥ e
miz—> 0 50 100 150 200 250 300 350 400 450 W\Wu M
Abundance #7502: 5-Methyl-5-hexen-3-ol L A A A
56.0 9.50 10.00
m/z 55.15 54.33%
5000
N —— W‘\"M LTV
m/z--> 0 50 100 150 200 250 300 350 400 450 9.50 10.00
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Data Path :

Data File : BG@48573.D
Acqg On

Operator : CG/JU
Sample : M1835-06
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

2 Apr 2021 17:57

Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Benzene, 1-ethenyl-3-ethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.312 19.31 ng 196944 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
2 1-Phenyl-1-butene 132 C1OH12 000824-90-8 90
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 87

Abundance Scan 1187 (10.312 min): BG048573.D\data.ms (-1177) (- m/z 117.10 100.00%
117.1
5000 /\
— —
39.0 77.0 JL 10.00 10.50
T ‘\‘ }‘h \‘N\m‘h\”\‘ ’Hh\ I L e B e e \3\37\' m/Z 119.10 37.95%
miz-> 50 100 150 200 250 300
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
11y.0
5000 k Aty S (1
10.00 10.50
m/z 132.05 33.82%
390 770
T ‘\ i”\M\”“\ L "m\‘\h\“\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #14034: 1-Phenyl-1-butene
117.0
— —e
10.00 10.50
5000 m/z 115.00 32.39%
390 77.0
PO U P
miz--> 50 100 150 200 250 300 /\
Abundance #14042: Benzene, 2-butenyl- ket fbnag s
117.0 10.00 10.50
m/z 91.10 21.40%
5000
27 65.0
S TV Y
mlz--> 50 100 150 200 250 300 10.00 10.50

8270-BGO33021.M Sat Apr 03 05:11:25 2021

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.379 8.89 ng 170980  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Octadecanoic acid 284 C18H3602 000057-11-4 58
Abundance Scan 2560 (18.379 min): BG048573.D\data.ms (-2555) (-  m/z 73.00 100.00%
5000
129.0
213.1
1711213 s PO ettt
‘ | ‘ ‘ 256.1 a6, 1800 18.50
“‘1“”‘\““‘1‘1““”“ ‘\‘\‘\“‘\H“\H “\ T ‘\\ LA B e \. m/Z 43.10 81.51%
miz--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 7 ]
18.00 18.50
H 171.0 213.0 256.0 m/z 41.10 80.05%
“H“‘\‘ﬂh“‘\ ;‘H‘\‘hl ‘\ | “ “ “‘ \‘ ““\‘ . “\‘ R R
miz--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73.0
T —
18.00 18.50
5000 129.0 m/z 60.10 75.16%
29. 171.0
‘ ‘ 214.0
““ H“‘““ M }‘\H‘\} “ h“ il “‘ ‘ “\‘ LA e e e
miz--> 50 100 150 200 250 300 350
Abundance #84455: Tetradecanoic acid T b e bl atlh
73.0 18.00 18.50
m/z 55.10 62.46%
5000 129.0
185.0
228.0
0 I Y PO A%
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 3-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.428 8.11 ng 161985 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 87
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
4 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 83
5 1-Octadecanol 270 C18H380 000112-92-5 83

Abundance Scan 3079 (21.428 min): BG048573.D\data.ms (-3075) (- m/z 43.10 100.00%

43.1 83.0
5000
—
21.50
A m/z 83.05 91.04%
miz--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0
7.0
5000 T
21.50
m/z 55.05 76.99%
‘ “\“ “ % 4 .“\1\8\2\02\2\4\(\)‘ \2\8\0\0‘ LA B
m/z--> 50 100 150 200 250 300 350
Abundance  #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 —
21.50
5000 m/Z 57.05 71.19%
L1320 21002500
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)- T
55.0 21.50
m/z 41.10 65.07%
h \MW\/\WJKV\ANM
0L 190 18002250 2800
e e e S S : ——
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48573.D

Acqg On : 2 Apr 2021 17:57
Operator : CG/JU

Sample : M1835-06

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Pentanone, 2,... 4.572 16.1 ng 127473 1  8.091 158087 20.0
Benzene, 1,3-di... 5.735 61.6 ng 486666 1 8.091 158087 20.0
Benzene, 1-ethy... 7.174 7.5 ng 59220 1 8.091 158087 20.0
Benzene, 1-ethy... 7.480 26.8 ng 211741 1  8.091 158087 20.0
Benzene, 1,2,3-... 7.738 75.7 ng 597958 1 8.091 158087 20.0
1-Hexanol, 2-et... 8.144 7.2 ng 56850 1 8.091 158087 20.0
Benzene, 1,2,4-... 8.214 36.9 ng 291508 1 8.091 158087 20.0
unknown8.361 8.361 14.9 ng 117979 1  8.091 158087 20.0
Indane 8.473 49.0 ng 386971 1 8.091 158087 20.0
Benzene, 4-ethy... 8.731 7.3 ng 57681 1 8.091 158087 20.0
unknown9.060 9.060 8.4 ng 66586 1 8.091 158087 20.0
Benzene, 1-ethy... 9.207 92.9 ng 734442 1 8.091 158087 20.0
Benzene, 1,2,4,... 9.736 10.4 ng 106123 2 10.923 203942 20.0
unknown9.871 9.871 7.1 ng 72751 2 10.923 203942 20.0
unknown9.901 9.901 8.1 ng 82213 2 10.923 203942 20.0
Benzene, 1l-ethe... 10.312 19.3 ng 196944 2 10.923 203942 20.0
n-Hexadecanoic ... 18.379 8.9 ng 170980 4 17.498 384788 20.0
3-Eicosene, (E)- 21.428 8.1 ng 161985 5 21.798 399294 20.0

8270-BGO33021.M Sat Apr 03 ©5:11:26 2021 Pag 22



