LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49129.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.150 12 19 28 rBV 112977 251105 8.69% 1.723%
2 3.227 28 32 39 rvB 43113 70285 2.43% 0.482%
3 5.183 359 365 372 rBV 23874 38691 1.34% 0.266%
4 5.653 436 445 455 rBV 296641 495221 17.14%  3.398%
5 7.251 710 717 729 rBV 190737 343705 11.89%  2.359%
6 8.103 855 862 868 rBV 108034 189528 6.56% 1.301%
7 9.267 1053 1060 1073 rVB 402614 765084 26.47% 5.250%
8 9.742 1133 1141 1146 rVB2 24485 38649 1.34% 0.265%
9 10.101 1198 1202 1208 rBV4 17395 31229 1.08% 0.214%
10 10.618 1282 1290 1298 rBV7 15981 46520 1.61% 0.319%
11 10.683 1298 1301 1310 rVB4 16815 31004 1.07% 0.213%
12 10.923 1329 1342 1348 rBV 147436 331110 11.46% 2.272%
13 11.035 1356 1361 1367 rVB2 28630 49446 1.71% ©0.339%
14 11.388 1417 1421 1430 rVB6 17707 39650 1.37% 0.272%
15 11.505 1430 1441 1447 rBV6 22229 51155 1.77% 0.351%
16 11.828 1490 1496 1503 rVB5 29726 56981 1.97% 0.391%
17 12.028 1524 1530 1540 rVB2 84608 159778 5.53% 1.096%
18 12.240 1557 1566 1571 rBV3 26298 63739 2.21% 0.437%
19 12.304 1571 1577 1585 rBv4 28473 72021 2.49% 0.494%
20 12.469 1596 1605 1610 rBV6 38792 86071 2.98% 0.591%
21 12.539 1613 1617 1626 rVB6 20703 46450 1.61% ©0.319%
22 12.774 1652 1657 1662 rBV7 24964 51517 1.78% 0.354%
23 12.833 1662 1667 1671 rVV8 16084 32963 1.14% 0.226%
24 13.086 1707 1710 1715 rVB5 23591 34228 1.18% 0.235%
25 13.191 1722 1728 1732 rBV9 15357 32056 1.11% 0.220%
26 13.268 1738 1741 1747 rVB7 16349 30975 1.07% 0.213%
27 13.368 1751 1758 1763 rVV 1020663 1619771 56.05% 11.115%
28 13.679 1806 1811 1817 rVB2 27703 55368 1.92% ©.380%
29 13.744 1817 1822 1827 rVB9 18750 36538 1.26% 0.251%
30 13.797 1827 1831 1836 rBV2 41469 68736 2.38% 0.472%
31 14.067 1870 1877 1883 rBV2 140323 295601 10.23% 2.028%
32 14.220 1899 1903 1967 rBV6 26886 38359 1.33% 0.263%
33 14.296 1911 1916 1920 rBV 102506 182491 6.31% 1.252%
34 14.331 1920 1922 1929 rVB3 66225 91312 3.16% 0.627%
35 14.466 1940 1945 1951 rVB 92065 155917 5.40% 1.070%

36 14.743 1986 1992 1997 rVB 256425 406956 14.08% 2.793%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.807 1998 2003 2010 rBv4 38440 87458 3.03% 0.600%
38 14.960 2023 2029 2035 rBV6 39929 100615 3.48% ©.690%
39 15.136 2055 2059 2066 rvVB2 84964 140404 4.86% 0.963%
40 15.213 2067 2072 2076 rVB 99006 139521 4.83% 0.957%
41 15.359 2092 2097 2102 rVV 108660 207565 7.18%  1.424%
42 15.406 2102 2105 2109 rVB 46913 63352 2.19% 0.435%
43 15.512 2119 2123 2124 rBv4 33944 45720 1.58% 0.314%
44 15.559 2129 2131 2139 rVB3 50267 64315 2.23% 0.441%
45 15.694 2151 2154 2158 rVB3 27067 34547 1.20% ©.237%
46 15.782 2165 2169 2174 rBV3 73979 117727 4.07%  ©.808%
47 15.918 2188 2192 2196 rBV 109945 163868 5.67% 1.125%
48 16.000 2202 2206 2210 rVB6 30209 45851 1.59% ©.315%
49 16.229 2239 2245 2254 rVB 1067420 1695836 58.68% 11.637%
50 16.464 2281 2285 2294 rVB6 61702 123077 4.26%  0.845%
51 16.846 2346 2350 2354 rBV2 74459 119101 4.12% ©.817%
52 17.492 2455 2460 2465 rBV 320183 493116 17.06%  3.384%
53 18.374 2606 2610 2616 rBV3 136249 208470  7.21% 1.431%
54 18.550 2637 2640 2645 rVB5 39757 54134 1.87% 0.371%
55 19.637 2821 2825 2830 rBv4 76273 121891 4.22% ©.836%

56 20.095 2898 2903 2909 rVB 2165283 2889999 100.00% 19.832%

57 21.399 3123 3125 3131 rVB6 32597 49947 1.73% ©.343%
58 21.775 3183 3189 3197 rVB 326873 580806 20.10% 3.986%
59 25.089 3742 3753 3768 rVB2 210698 634942 21.97% 4.357%

Sum of corrected areas: 14572472
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jun 2021 21:48
: CG/JU
. M2828-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
BG049129.D

: 14  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 1 Cyclohexane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.150 26.50 ng 251105 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 83
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 59
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 47
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43
Abundance  Scan 19 (3.150 min): BG049129.D\data.ms (-12) (-) m/z 56.10 100.00%

56.1
5000

320 340 3.60
M dd oo m/z 84.15 59.86%

m/z--> 0 50 100 150 200 250 300 350
Abundance #1455: Cyclohexane
56.0

5000 e B S i
3.20 3.40 3.60

m/z 41.10 56.11%

1\':-)\(”\ H‘ ““\ h\ \H\ ‘ L ‘ T T ‘ T T ‘ L ‘ LU ‘ L
m/z--> 0 50 100 150 200 250 300 350
Abundance #1487: 1-Pentene, 2-methyl-
56.0

3.20 3.40 3.60
5000 m/z 55.05 37.02%

0 ‘\‘ ‘\\

il —
e T B R Ao R S NSRS
miz-> 0 50 100 150 200 250 300 350 /\/\
Abundance #3522: Cyanic acid, 2-methylpropyl ester

41.0 3. 20 340 3. 60
m/z 39.10 26.74%

5000
84.0
= ‘ i uhH‘ | ‘ '

m/z--> 0 50 100 150 200 250 300 350 320 3.40 360

o

o
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Data
Data
Acqg O
Opera
Sampl
Misc

ALS vial : 14

Quant
Quant

TIC L
TIC I

Library Search Compound Report

Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\

File : BGO49129.D

n : 28 Jun 2021 21
tor : CG/JU
e : M2828-10

Method

148

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ibrary
ntegration Parameters:

: C:\Database\NIST11.L

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 unknown3.227 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.227 7.42 ng 70285 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance  Scan 32 (3.227 min): BG049129.D\data.ms (-28) (-) m/z 73.15 100.00%

5000 43.1
87.2
e
‘ 57.0 ‘ 3.20 3.40 3.60
O bbb e e M/ 43,100 40.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L N I
3.20 340 3.60
43.0 o
‘ 87.0 m/z 55.10 28.84%
29.0
O \‘H\\“HH“!\!\‘\!\!9‘(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
3.20 3.40 3.60
5000 41.0 55.0 m/z 87.20 26.72%
27.0
0 IR 112.0 129.0
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #1997: Silane, tetramethyl- b
73.0 3.20 3.40 3.60
m/z 45.10  13.28%
5000
45.0
ob 20 M 20 e e D gl Lo
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 unknown5.183 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.183 4.08 ng 38691 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 38
2 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 28
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
Abundance Scan 365 (5.183 min): BG049129.D\data.ms (-359) (-) m/z 43.10 100.00%
3.1
o mj\lm
101.2 R R e S L
‘ ‘ ‘ 208.9 4.80 5.00 5.20 5.40 5.60
Ol e T m/z 59.10  64.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20926: 2-hydroxy-2-methyl-4-heptanone
43.0
5000 71.0 BEEEERE SR
4.80 5.00 5.20 5.40 5.60
m/z 58.10 18.97%
129.0
O\‘\“‘\H\\“"M\\‘!‘iH{\“\‘\‘%L\O‘l\-(\)\\‘\‘\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31407: Propane, 1,1-dipropoxy-
59.0
R A RARE
4.80 5.00 5.20 5.40 5.60
5000 101.0 m/z 101.20 16.76%
31.0
131.0
0 It ‘ ‘ L ‘ ‘\ \‘ 159'0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13639: 3-Octanol B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 13.27%
5000
20.0 83.0
0 B 112.0
- R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 4 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.028 9.65 ng 159778 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 86
2 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 64
3 3-Furonitrile, 2-amino-4,5-dimet... 136 C7H8N20 005117-88-4 52
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 52
5 Thieno[3,2-c]pyridine 135 C7H5NS 000272-14-0 38
Abundance Scan 1530 (12.028 min): BG049129.D\data.ms (-1524) (- m/z 135.05 100.00%
135.1
5000
A
63.0 436 12.00
0 A e ety m/z 136,05 80.79%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 — :

12.00
m/z 131.15 69.97%

67.0
‘\\‘\“\‘i‘\“h\“\h‘h\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #16293: Benzaldehyde, 4-methoxy-
135.0 /\M /\/
T T

o

12.00
5000 ITI/Z 91.10 44 ,38%
77.0
o ZPHA L e
miz--> 0 50 100 150 200 250 300 350 400
Abundance #16171: 3-Furonitrile, 2-amino-4,5-dimethyl- T ‘
136.0 12.00
m/z 146.20 21.84%
5000
43.0 )J\ /}\)\
o""“‘:““ﬂ““ﬂu?%‘“‘Wm‘mWm_m_m_m ff\m AW AT ‘I
m/z--> 0 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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, pentamethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.240 3.85 ng 63739 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 83
3 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 74
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C1l1H16 134329-46-7 74
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
Abundance Scan 1566 (12.240 min): BG049129.D\data.ms (-1557) (- m/z 133.15 100.00%
138.2
5000
911 APV L WA LY WA
39.1 65.1 ‘ 1151 12.00 12.50
) SN " “‘H el A TO03 s 1as 00 35.05%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22770: Benzene, pentamethyl-
138.0
A I A [\ A ]
5000 T I T T T T T T T
12.00 12.50
m/z 91.10 24.99%
91.0
15.0 4\1\0 650 v
O \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0

12.00 12.50
39.0 91.0
, ““1‘5“?‘\”‘\,m,?ﬁ‘o‘ TP -1 L A W\WWV\(V
miz--> 0 20 40 60 80 100 120 140 160
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
138.0 12 00 12. 50

m/z 134.20  10.05%

5000 105.0
a0 70| |
ol

m/z--> 0 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 6 Benzene, (3-methyl-2-butenyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.304 4.35 ng 72021 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 76

Abundance Scan 1577 (12.304 min): BG049129.D\data.ms (-1571) (-  m/z 131.20 100.00%

131.2
5000 /\/\
41.1 69.1 . — Y {‘A
) -1 110. ‘ 150.0 12.00 12.50
0“‘“““MnJHHwWJMWM‘NMWNHW M‘pwaN“‘ m/z 146.20  34.79%
mlz--> 20 40 60 80 100 120 140 160
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
oro | /J\ )
5000 T T ,AM T T ‘r\ \A/{\/\\ T
12.00 12.50
39.0 65.0 m/z 115.15  22.82%
15.0 ’
O+ \‘\ T \“U‘\ \\LJ T ,“\“1 \”1“‘ T \‘1 T ‘MT]T«‘?\ L \8\0\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
A ‘ T T ‘ T
12.00 12.50
5000 m/z 129.05  20.42%
390 91.0
) 63.0
N I T 11%-9@8-0 -
miz--> 20 40 60 80 100 120 140 160
Abundance #21623: Benzene, (1-methyl-1-butenyl)- h P —— ﬂ
131.0 12.00 12.50
m/z 135.05 18.82%
91.0
5000
51.0
10 Lamp |
R TR | R B O A WOV T
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Benzo[b]thiophene, 5-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.469 5.20 ng 86071 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 62
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 62
3 Benzo[b]thiophene, 6-methyl- 148 CO9H8S 016587-47-6 58
4 trans-Cinnamic acid 148 C9H802 000140-10-3 53
5 2-Propenoic acid, 3-phenyl- 148 C9H802 000621-82-9 53
Abundance Scan 1605 (12.469 min): BG049129.D\data.ms (-1596) (-  m/z 147.05 100.00%
147.1
5000
118.2
391 1 95.1 12.50
0! m/z 148.05 85.01%
miz--> 20 40 60 80 100 120 140
Abundance #23295: Benzo[b]thiophene, 5-methyl-
147.0
5000 A [\M I \’f\
12.50
m/z 131.20 29.07%
450 69.0 115.0
O\\\\‘\\\\“ \‘\H\ \““‘\ \‘\“\“\8?\0\ “\\\‘\ “\\\\‘\ “\ \‘
miz--> 20 40 60 80 100 120 140
Abundance #23290: 3-Methylbenzothiophene
0 Ml
ey
12.50
5000 m/z 118.15 23.89%
45.0 69.0
270 | || |y 890 MDY |
s A A M
miz--> 20 40 60 80 100 120 140
Abundance #23297: Benzo[b]thiophene, 6-methyl- /\ﬂ M'\
148.0 1250
m/z 115.10 17.76%
5000
45.0
| 0 10301210
0l Tl
m/z--> 20 40 60 80 100 120 140 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 2,7-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.067 14.53 ng 295601  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 1877 (14.067 min): BG049129.D\data.ms (-1870) (- m/z 156.15 100.00%

156.2
5000
115.1 A
i
63.1 14.00
39.0 89.1 ‘ w
) Y S Y Y S HL?WM e S88L sz 141,20 94.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0
5000 —r— ‘
14.00
770 m/z 115.10 27.94%
1. : 115.0
0 \\\‘2\7\-\0\“ \5\‘\(\)“1\\‘““\H\‘\H‘\‘\w‘\ \‘i‘\\‘w‘m\\‘mm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0
T
14.00
5000 ITI/Z 155.20 27.91%
115.0
ol 270 510 7.0 | 135, w
B B e e L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28494: Naphthalene, 1,7-dimethyl- radaaiasl o -
156.0 14.00
m/z 128.20 18.63%
- m
77.0 115.0
oL 30050, o Tamseo i
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 1,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.296 8.97 ng 182491  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94

Abundance Scan 1916 (14.296 min): BG049129.D\data.ms (-1911) (-  m/z 141.05 100.00%

141.1
5000
151 W UL A
sar 1 g0z ‘ ‘ | “bh 1032 14.00 14.50
o B L iy b LA JR6B0193.2 2360 106 20 03.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0
5000 L R A
14.00 14.50
115.0 m/z 115.10 25.16%
77.0
O\\\\2‘\6\.\0\‘\5\]-\.\0’\\\\h‘\\\\’\\\L‘\‘!‘\\“"\\‘w‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28496: Naphthalene, 1,3-dimethyl-
156.0

—— ——
14.00 14.50
5000 m/z 155.15  22.28%

3

o! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28477: Naphthalene, 1,6-dimethyl-

156.0 14.00 14.50
m/z 128.15 19.89%
5000
60 51.0 77‘.0 11"5.0 H

ob 280 u oy b b e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BGP61121.M Tue Jun 29 11:08:05 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.331 4.49 ng 91312  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 81
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 81
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 81
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 81
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 80

Abundance Scan 1922 (14.331 min): BG049129.D\data.ms (-1920) (-  m/z 141.10 100.00%

141.1
5000
91.1
eI B 2 s
oy b B m/z 156.20  78.23%
mlz--> 50 100 150 200 250 300 350
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.
5000 ! - A,
14.00 14.50
m/z 155.20 37.71%
76.0 ‘
0\2\‘\\“”“”‘“‘\‘\ “\‘\““\ “‘H\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #28499: Naphthalene, 1,6-dimethyl-
156.0
14.00 14.50
5000 m/z 157.20 25.31%
77.0
ol2Z9y b eyl
m/z--> 50 100 150 200 250 300 350
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0 14.00 14.50
m/z 115.20 21.68%
5000
77.0
olZoud vepyd S
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 1,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.466 7.66 ng 155917  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 93
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87

Abundance Scan 1945 (14.466 min): BG049129.D\data.ms (-1940) (-  m/z 141.05 100.00%

141.1
5000
1151
77.1 14.50
51.1 173.1
0"“‘Hw“H‘H“M‘H‘U‘HM“MH‘“!“w“‘u“w“uw?’wmz‘(‘)?"z‘ m/z 156.15  74.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28484: Naphthalene, 2,3-dimethyl-
156.0
5000 T I T '\j\\
14.50
m/z 115.10 29.32%
51 760 1150
O\\\ﬁ%lg“\\‘\.\‘H\\‘!H‘\\‘\\‘\\\‘i‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28487: Naphthalene, 1,2-dimethyl-
156.0
—
14.50
5000 ITI/Z 128.05 15.10%
510 76.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28476: Naphthalene, 1,4-dimethyl- —
156.0 14.50
m/z 155.20 14.90%
5000
115.0
0“‘?zgq‘NH‘NmW‘H"_‘JW‘W‘HHNJM“W“H“H‘ o,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 1-(1-methyleth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.960 4.94 ng 100615  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 87
2 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 83
3 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 81
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 64
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64

Abundance Scan 2029 (14.960 min): BG049129.D\data.ms (-2023) (-  m/z 155.15 100.00%

15 00

0+ m/z 170.15 46.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38379: Naphthalene, 1-(1-methylethyl)-
155.0
128.0 /\/\
5000 ‘N\‘ T
15.00
27.0 m/z 153.05 24.34%
5.0 77.0 1020 “
O' ‘\‘\“\\‘\\\\‘\\\\"‘\\ ‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38368: Naphthalene, 1,4,5-trimethyl-
155.0
Ll WV
15.00
5000 ITI/Z 128.05 18.04%
128.0
ol 41080 #0050 | Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38383: Naphthalene, 2-(1-methylethyl)- —
155.0 15.00
m/z 115.10 14.06%
5000

é

8.0
76.0
27.0 51.0 101.0
0 _mwWH:_m_HM_‘!M‘,HM‘m”_m_m

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.136 6.90 ng 140404  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 72

Abundance Scan 2059 (15.136 min): BG049129.D\data.ms (-2055) (-  m/z 170.15 100.00%
170.2
5000 /\/\
1281 e
39.1 63.1 ‘ . .
87.0
) SR Mwu“m“_lwm ‘; ““\\““19‘3“1 m/z 155.20  91.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
5000 T W -
15.00 15.50
128.0 m/z 153.05 23.35%
O \\\‘2\7\9\‘\5\]7\9‘\\7\61“(3”\\\‘\P\‘\‘\‘!‘\\“‘\\m‘\“\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155.0
ol T T ‘ T T ‘ T
15.00 15.50
5000 m/z 169.15 20.89%
115.0
P N A |
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #38369: Naphthalene, 1,4,6-trimethyl- iy ‘/M\ —h—
155.0 15.00 15.50
m/z 152.15 20.56%
5000
128.0
63.0 g4 ‘
040-080M w2 Y R
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 14 Naphthalene, 1,4,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.213 6.86 ng 139521  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91

Abundance Scan 2072 (15.213 min): BG049129.D\data.ms (-2067) (- m/z 170.20 100.00%
17p.2

5000
UL g

141.1 15.00 15.50
39. 631 oL 194.0

ol L2940 h/z 155.20  83.68%
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0

115.1
1

5000 SN 2

15.00 15.50
128.0 m/z 153.20 23.17%
63.0 ‘
200,530 401049 | M J

O \\\\\\‘\\\\\\\\\\‘\\\i\\\\\\ \‘\\\\\\\\\
m/z--> 25 4b Gb éo 160 1%0 1&0 1é0 1é0 260
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155.0
R T
15.00 15.50
5000 ITI/Z 169.10 21.22%
115.0 m
PN LIS R < 0 —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38376: Naphthalene, 2,3,6-trimethyl- Ammﬂﬂﬁx‘ —h—
170.0 15.00 15.50

m/z 152.20  18.19%

5000

128.
410 65.0 8501050 220 1540 |

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.360 10.20 ng 207565  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90

Abundance Scan 2097 (15.359 min): BG049129.D\data.ms (-2092) (- m/z 155.15 100.00%
155.2

5000
77.1 1506 i5%d
511 6.1 2022 ' ' )
0+ m/z 170.15 99.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38378: Naphthalene, 1,4,6-trimethyl-
170.0 JN\
5000 NM‘ A M
15.00 15.50
m/z 153.20 24.14%
. 510 840 128.0 |
‘\\\\‘\\\\‘\\\\“}‘\\\‘\\\‘\‘\\\\’\\ ‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
15.00 15.50
5000 m/z 169.20  21.68%
128.0
51.0 76.0
o 10180 2020, T aago |
m/z--> 20 40 60 80 100 120 140 160 180 200 Mﬂ
Abundance #38376: Naphthalene, 2,3,6-trimethyl- b ‘/MN —— ]
170.0 15.00 15.50
m/z 152.15 21.32%
5000
128.0
ol 410 630 8501060 " 14 1
P e e e P —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Naphthalene, 1-(2-propenyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.918 8.05 ng 163868 Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 81
2 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 64
3 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 58
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 58
5 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 53

Abundance Scan 2192 (15.918 min): BG049129.D\data.ms (-2188) (- m/z 168.20 100.00%
168.2

5000 JL
139.1 idod
63.0 1151 .
411 7.1 .
oberr e AR L8 1983 ) 16720 65.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36908: Naphthalene, 1-(2-propenyl)-
158.0
5000 115.0 U
16.00
63.0 m/z 153.05 59.95%
39.0 ‘ ﬁg.o H
O]\_L}\I?\‘M\“HH? \“‘\‘\‘\H!“\M‘\\M"‘\\\‘}‘\Hl\\i‘\\‘”\‘ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36895: 1-Isopropenylnaphthalene
153.0
—
16.00
5000 ITI/Z 165.20 39.21%
0 H“H“M‘W‘_wNMM‘my“J‘NM‘\H‘“‘“_“w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36904: 1,1'-Biphenyl, 4-methyl- T
168.0 16.00
m/z 152.15 33.73%
5000
39.0 630 910 11501390| w
O R L T R T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 unknownl6.464 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.464 4.99 ng 123077  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 42
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 38
3 4-Tetradecanone 212 C14H280 026496-20-8 38
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38
5 1,2-Cyclohexanediol, 1-methyl-4-... 172 C10H2002 033669-76-0 30

Abundance Scan 2285 (16.464 min): BG049129.D\data.ms (-2281) (- m/z 57.15 100.00%
1

57.
184.2
5000
139.2
——
7.1 16.50
ol F b 2235 3L 0 7118 88.78%
m/z--> 50 100 150 200 250 300
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
16.50
FZO m/z 184.20 70.91%
183.0
0 H “\“h‘ ‘\““‘\h““ \“‘\#\4\‘1‘(‘)\ T \‘\“ L s B B
m/z--> 50 100 150 200 250 300
Abundance #59900: Dodecane, 4,6-dimethyl-
57.0
e
16.50
5000 ITI/Z 43.20 70.22%
‘ ‘ 113.0 155.0
ol Ll [ s
m/z--> 50 100 150 200 250 300
Abundance #71303: 4-Tetradecanone —
71.0 16.50
m/z 139.20 36.37%
5000
169.0
ol bidmse | me il
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 18 O9H-Fluorene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.846 4.83 ng 119101  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 55
2 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 55
3 3-Buten-2-one, 4-(4-chlorophenyl)- 180 C10H9C10 003160-40-5 52
4 9H-Fluorene, 1l-methyl- 180 C14H12 001730-37-6 46
5 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 46

Abundance Scan 2350 (16.846 min): BG049129.D\data.ms (-2346) (-  m/z 165.10 100.00%

165.1
5000
1650  17.00
201.3 ’ :
0 2291 1/z 180.10  61.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45782: 9H-Fluorene, 2-methyl-
180.0
5000 el R
16.50 17.00
89.0 m/z 182.15 58.06%
63.0 ‘ 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45769: 9H-Fluorene, 4-methyl-
165.0 me
‘M\ \‘\
16.50 17.00
5000 m/z 167.20  47.99%
89.0
630
o | 1150189.0/ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45391: 3-Buten-2-one, 4-(4-chlorophenyl)- o ——
165.0 16.50 17.00
m/z 152.05 32.87%
5000
137.0
102.0
43.0 75.0 H ‘
s I b L A W T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.374 8.46 ng 208470  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2610 (18.374 min): BG049129.D\data.ms (-2606) (- m/z 60.10 100.00%

60.1
5000
129.2 213.3
s —
M‘ { ‘ 18.00 18.50
O A J\l”‘u“«w““Mmh‘hHm‘4‘“‘_HwHH_WW_HWS“}?; m/z 73.18 97.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84454: Tetradecanoic acid
73.0
5000 228.0 T ]
18.00 18.50
m/z 43.10 95.15%
Mg
OI‘-\S\\M"\l\"‘J\im\“\\‘l\“\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/z 41.15 83.20%
171.0
oLSL,Jm‘huw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107547: n-Hexadecanoic acid “ —
43.0 18.00 18.50
m/z 55.10 75.59%
5000
129.0 256.0
o_“u ,'J"”H'{m\"ww‘m‘“HwH_Wwwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.637 4.20 ng 121891 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Heptadecane 240 C17H36 000629-78-7 53
5 Eicosane 282 C20H42 000112-95-8 25

Abundance Scan 2825 (19.637 min): BG049129.D\data.ms (-2821) (- m/z 43.15 100.00%

43.1 73.0
5000
129.2 241.3
185.2 284.¢ 19.50 20.00
ol m/z 73.85 97.98%
miz--> 50 100 150 200 250
Abundance #131259: Octadecanoic acid
43.0
73.0
5000 —— e
129.0 19.50 20.00
' 284.( m/z 60.10 91.76%
M ‘ 1850 2410
01‘2-0“\‘ w‘u‘w H Al u‘h‘h M‘\} N . Ll \‘ - “ ks
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
U e
19.50 20.00
5000 129.0 m/z 55.10 80.15%
‘ 199.0 2420
0 : ‘\‘ W‘H‘M h!\ M \\hu\ ;‘M‘\‘ u} “‘ ‘l‘eﬂ‘q“ ‘i S — “\ ———
miz--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid —— —
73.0 19.50 20.00
43.0 m/z 57.10 72.78%
5000 129.0
185.0
M 228.0
0 ““ H‘“H‘w‘ h!‘ l \\h\‘\‘ ;M‘\‘h; “ : \‘\“ A “‘ e —— ——
m/z--> 50 100 150 200 250 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49129.D

Acqg On : 28 Jun 2021 21:48
Operator : CG/JU

Sample : M2828-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
Cyclohexane 3.150 26.5 ng 251165 1 8.103 189528 20.0
unknown3.227 3.227 7.4 ng 70285 1 8.103 189528 20.90
unknown5.183 5.183 4.1 ng 38691 1 8.103 189528 20.0
Benzo[b]thiophe... 12.028 9.7 ng 159778 2 10.924 331110 20.0
Benzene, pentam... 12.240 3.9 ng 63739 2 10.924 331110 20.0
Benzene, (3-met... 12.304 4.3 ng 72021 2 10.924 331110 20.0
Benzo[b]thiophe... 12.469 5.2 ng 86071 2 10.924 331110 20.0
Naphthalene, 2,... 14.067 14.5 ng 295601 3 14.743 406956 20.0
Naphthalene, 1,... 14.296 9.0 ng 182491 3 14.743 406956 20.0
Naphthalene, 2,... 14.331 4.5 ng 91312 3 14.743 406956 20.0
Naphthalene, 1,... 14.466 7.7 ng 155917 3 14.743 406956 20.0
Naphthalene, 1-... 14.960 4.9 ng 100615 3 14.743 406956 20.0
Naphthalene, 2,... 15.136 6.9 ng 140404 3 14.743 406956 20.0
Naphthalene, 1,... 15.213 6.9 ng 139521 3 14.743 406956 20.0
Naphthalene, 1,... 15.360 10.2 ng 207565 3 14.743 406956 20.0
Naphthalene, 1-... 15.918 8.1 ng 163868 3 14.743 406956 20.0
unknownl6.464 16.464 5.0 ng 123077 4 17.492 493116 20.0
9H-Fluorene, 2-... 16.846 4.8 ng 119101 4 17.492 493116 20.0
Tetradecanoic acid 18.374 8.5 ng 208470 4 17.492 493116 20.0
Octadecanoic acid 19.637 4.2 ng 121891 5 21.775 1580806 20.0
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