LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS Vvial : 13  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: BGO49128.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.151 11 19 28 rBV2 109249 235603  8.22% 1.527%
2 3.228 28 32 37 rVB 39894 60129 2.10% 0.390%
3 5.184 358 365 372 rBV 19902 28970 1.01% 0.188%
4 5.654 438 445 455 rBV 300509 490770 17.13% 3.180%
5 7.252 709 717 725 rBV = 201423 351704 12.28%  2.279%
6 8.098 855 861 869 rBV 109816 191042 6.67% 1.238%
7 8.480 919 926 933 rBV 45095 76608 2.67% 0.496%
8 9.215 1045 1051 1054 rBV3 34024 61053 2.13% 0.396%
9 9.268 1054 1060 1071 rVB2 408070 850322 29.68% 5.510%
10 9.738 1133 1140 1147 rVB 54866 97675 3.41% 0.633%
11 10.108 1194 1203 1208 rBv4 19091 37664 1.31% 0.244%
12 10.161 1208 1212 1221 rBV4 46942 110122 3.84% 0.714%
13 10.313 1231 1238 1246 rVB3 95245 181586 6.34% 1.177%
14 10.625 1284 1291 1296 rBV6 16320 39622 1.38% 0.257%
15 10.684 1296 1301 1308 rVB2 31506 60859 2.12% 0.394%
16 10.919 1329 1341 1346 rBV2 156960 348837 12.18% 2.260%
17 11.030 1355 1360 1366 rBvV2 45663 78904  2.75% 0.511%
18 11.089 1366 1370 1375 rVV 19334 32532  1.14% 0.211%
19 11.506 1431 1441 1445 rBv4 19117 43174 1.51% 0.280%
20 11.835 1490 1497 1504 rVB2 49155 95205 3.32% 0.617%
21 11.982 1513 1522 1523 rBV8 16055 32775 1.14% 0.212%
22 12.029 1525 1530 1539 rVV2 101581 185802 6.49% 1.204%
23 12.111 1539 1544 1553 rW7 22950 61083 2.13% 0.396%
24 12.241 1558 1566 1571 rVB3 26616 54053 1.89% 0.350%
25 12.305 1571 1577 1584 rBV3 45463 81662 2.85% ©.529%
26 12.411 1586 1595 1598 rBV1e 17337 48062 1.68% 0.311%
27 12.470 1598 1605 1611 rVB2 71469 137106 4.79% ©.888%
28 12.546 1611 1618 1626 rBv8 21257 57930 2.02% 0.375%
29 12.781 1652 1658 1663 rBV7 32379 59269 2.07% 0.384%
30 13.028 1690 1700 1705 rBVie 24376 75109 2.62% 0.487%
31 13.087 1705 1710 1715 rVvB3 35855 63560 2.22% 0.412%
32 13.192 1724 1728 1732 rBV5 23114 35601 1.24% 0.231%
33 13.369 1749 1758 1763 rBV 1052524 1685509 58.83% 10.922%
34 13.798 1827 1831 1835 rVB 43623 68564 2.39% 0.444%
35 13.915 1847 1851 1857 rVB7 22666 39867 1.39% 0.258%
36 13.974 1857 1861 1865 rBV4 32636 54545 1.90%  0.353%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS Vvial : 13  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 14.062 1870 1876 1881 rBV2 171140 347174 12.12%  2.250%
38 14.226 1900 1904 1911 rVB9S 32872 67249 2.35% ©0.436%
39 14.297 1911 1916 1919 rBV3 80186 135985 4.75% 0.881%
40 14.332 1919 1922 1926 rVB2 48356 77149 2.69% 0.500%
41 14.461 1938 1944 1951 rVB2 89150 171890 6.00% 1.114%
42 14.555 1957 1960 1964 rVB3 34049 44107 1.54% 0.286%
43 14.744 1986 1992 1997 rBV 276596 456677 15.94%  2.959%
44 14.802 2000 2002 2007 rVB 33414 43937 1.53% ©.285%
45 15.055 2041 2045 2052 rBVv6 45321 80305 2.80% ©.520%
46 15.167 2061 2064 2069 rVB2 62744 76891 2.68% 0.498%
47 15.214 2069 2072 2076 rVB5 32969 43217 1.51% ©.280%
48 15.331 2089 2092 2093 rBV2 30794 34357 1.20% ©.223%
49 15.783 2165 2169 2175 rBV5 66183 108709 3.79% 0.704%
50 15.848 2176 2180 2185 rw7 60483 106613 3.72% 0.691%
51 15.919 2188 2192 2201 rVB2 94396 193610 6.76% 1.255%
52 16.230 2239 2245 2256 rVB 1081064 1785837 62.33% 11.572%
53 17.493 2454 2460 2465 rBV 331160 531716 18.56%  3.445%
54 18.380 2606 2611 2619 rBV 309234 468664 16.36% 3.037%
55 19.638 2821 2825 2837 rBV 173454 272531 9.51% 1.766%
56 20.096 2897 2903 2909 rVB 2157240 2865086 100.00% 18.565%
57 20.877 3034 3036 3040 rVB 29180 35462 1.24% ©.230%
58 21.400 3123 3125 3132 rVB7 33911 51804 1.81% ©0.336%
59 21.776 3183 3189 3197 rVB 358295 586261 20.46%  3.799%
60 25.096 3743 3754 3764 rVB 212891 634447 22.14% 4.111%

Sum of corrected areas: 15432556
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jun 2021 21:07
: CG/JU
: M2828-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
BG049128.D

: 13 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

Abundance
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500000

0

Time-->
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31928 5.184 /\ ) 8480 9215 9. 73%@&&6@%@&1 sdd aBaRl
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\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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TIC: BG049128.D\data.ms
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Time-->
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Time-->
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TIC: BG049128.D\data.ms

25.096

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\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07

Operator : CG/JU

Sample : M2828-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration 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 1 Cyclohexane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.151 24.66 ng 235603 1,4-Dichlorobenzene-d4 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 1-Hexene 84 C6H12 000592-41-6 53
5 1-Butanol 74 C4H100 000071-36-3 47
Abundance  Scan 19 (3.151 min): BG049128.D\data.ms (-11) (-) m/z 56.10 100.00%

56.1
84.2
5000
39/1

H‘ ‘ 320 340 3.60
N IR | I

ol el 1842 s 41010 61.02%

m/z--> 0 20 40 60 80 100 120 140
Abundance #1455: Cyclohexane
568.0
84.0

5000 L M o e e o
3.20 3.40 3.60

39,0 m/z 84.15 61.00%
n 1l

O 1 \\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140
Abundance #1488: 1-Pentene, 2-methyl-
56.0

3.20 3.40 3.60

5000 m/z 55.10 38.49%
84.0
390
ow””_m‘m\wm_uH,HH_W_
miz--> 0 60 80 100 120 140
Abundance #1493.Cydopmﬂane,nuﬂhyk O MR E
56.0 320 3.40 360
m/z 39.10  25.26%
5000
39
‘ ‘ 84.0
0 “"1‘5"[?““‘u}“wuu:w!m,‘m_”w A
m/z--> 0 20 40 60 80 100 120 140 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@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.228 6.29 ng 60129 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 32 (3.228 min): BG049128.D\data.ms (-28) (-) m/z 73.10 100.00%

73.1
5000

H‘ 320 340 360
e m/z 43.10  43.41%

0 134.1 443,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 \\‘\\\\‘\\\\‘\\\

3.20 3.40 3.60
m/z 55.10 27.97%

Al
‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 340 3.60

o

w

5000 m/z 87.20 27.51%
o \H u‘ l L 129.0
‘ “‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H
miz--> 100 150 200 250 300 350 400
Abundance #1996: Silane, tetramethyl- e
73.0 3.20 3.40 3.60

m/z 45.10  14.25%

5000
%%RNN"w‘“w“H\‘H‘\‘H‘\H“M“w“‘

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.480 8.02 ng 76608 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 90
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 62
5 3-Phenyl-1-propanol, acetate 178 C11H1402 000122-72-5 59
Abundance Scan 926 (8.480 min): BG049128.D\data.ms (-919) (-) m/z 117.10 100.00%
1171
5000
91.1 A RARmEE AT
39.1 63.1 ‘ 8.20 8.40 8.60 8.80
0 "‘,m‘,HH,HH‘,‘m,‘huuw,:UHWH“m“‘MWWMW m/z 118.20  56.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8949: Indane
11y7.0
5000 T
8.20 8.40 8.60 8.80
390 g0 91.0 m/z 115.20 36.80%
O\\\]’-\3\\0\’\2\6\r10’\\\‘\’HH"‘\H‘\"\‘\‘\\‘\7\\7\?\\\“‘\\\\]_‘q\ﬁ\o‘\\l\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8954: (Z)-1-Phenylpropene
117.0

8.20 8.40 8.60 8.80

5000 ITI/Z 91.10 16.88%
91.0
51.0 g5.0 78
S N [ s .- 2|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8966: Benzene, cyclopropyl-
117.0 8.20 8.40 8.60 8.80

m/z 39.10 10.76%

5000 91.0

51.0 65.0
0 270 | | [T | 1ga0

m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 Benzene, 1-methyl-4-(2-prop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.215 6.39 ng 61053 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 50
2 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 50
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 49
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 49
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 49
Abundance Scan 1051 (9.215 min): BG049128.D\data.ms (-1045) (-) m/z 119.20 100.00%
119.2
91.1
5000 J
R

39‘-0 63”1 ‘ i 1%‘5 5 8.80 9.00 9.20 9.40 9.60
o1k Ay SN S L !‘Mw —— m/z 117.10  69.61%

miz-> 20 40 60 80 100 120 140

Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-

117.0
5000 I L RN B
91.0 8.80 9.00 9.20 9.40 9.60
m/z 91.10 51.80%
51.0
200 )] 74'? ] ‘\ 10
0 \\\‘\1\\"‘\\U\"\\\H}‘\\u\‘w\\\‘\‘l\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14051: (E)-1-Phenyl-1-butene
117.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 115.20 40.24%
91.0
28.0 °1.0
I Al LA ] !“ i
miz--> 20 40 60 80 100 120 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth At
119.0 8.80 9.00 9.20 9.40 9.60
m/z 134.20 27.06%
5000
91.0
41.0 65.0 1%5.0
S | 0 M RO I i G
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.738 5.60 ng 97675 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 1140 (9.738 min): BG049128.D\data.ms (-1133) (-) m/z 119.15 100.00%
119.2

5000 134.2
91.1 e ——t
410 651 9.50 10.00
Obrrprerrrrer e gy el bt bl i m/z 134200 47.35%
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 e U
9.50 10.00
m/z 91.10 19.54%
39.0 65.0 910
OH‘:L\?\.\O‘\H‘\‘HH"‘\\H“\‘H\’\‘\M.\‘\H‘w‘H\\"\\H‘\m\\’H‘ml\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14868: Benzene, 1,2,3,4-tetramethyl- M
119.0
yenlst] Lolag
134.0 9.50 10.00
5000 m/z 120.20  10.84%
39.0 65.0 91.0
0‘wuH‘Hﬁ_HhhuHMHNMWHMWHHMHWMMPJMLHWNM_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14865: Benzene, 1,2,3,5-tetramethyl- — — T
119.0 9.50 10.00
m/z 133.20 9.77%
134.0
5000
91.0
AR N N PN 1.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.313 10.41 ng 181586 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 89
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 76
Abundance Scan 1238 (10.313 min): BG049128.D\data.ms (-1231) (- m/z 117.10 100.00%
117.1
5000
132.2
911 10‘06 | ‘10‘50‘
752 ‘ : :
oWm_H“_Hw‘suu_‘:‘wi_m‘“HwemHHNJ‘,JJH,WH m/z 132.20  33.64%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14033: 3-Phenylbut-1-ene
117.0
5000 - J\ T
10.00 10.50
91.0 132.0 m/z 115.10  29.02%
390 450 M
O\‘\\\‘\‘\H\“H\\M“\\\‘\\H‘\\\‘f“[\H\‘HH‘\‘\‘\\‘HH‘\H”’\‘\H’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14034: 1-Phenyl-1-butene
117.0
— ‘A‘4W} g
10.00 10.50
5000 132.0 m/z 119.20 21.03%
91.0
0 27076w,,
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 A\ ﬂ
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- — e i %AM sat)
117.0 10.00 10.50
m/z 131.05 19.73%
132.0
5000
91.0
39.0 650 ‘ ‘ /\
ow""""“""‘“""‘Jl“w"“""""""J:"‘HHW‘,‘M,WW LIS Sve /f‘Lu f |
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.030 4.52 ng 78904 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 90

Abundance Scan 1360 (11.030 min): BG049128.D\data.ms (-1355) (- m/z 131.15 100.00%

131.2
5000

11 h ‘ 425 1100
b LR 4B /7 146.15 23.78%

mlz--> 50 100 150 200 250 300 350 400
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0
AAM/\/\

5000
11.00

m/z 115.10  20.87%

\‘\ ‘\‘ aq
m/z--> 50 100 150 200 250 300 350 400
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0

o

o

11.00
77.(? |
T
miz--> 50 100 150 200 250 300 350 400 o,
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- i —h ‘
131.0 11.00
m/z 132.05 16.42%
5000
oJ‘H‘M“MH_“u“‘”‘_HWm_m‘mwm‘m T A‘/‘L
m/z--> 50 100 150 200 250 300 350 400 11.00

8270-BGP61121.M Tue Jun 29 11:07:23 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07

Operator : CG/JU

Sample : M2828-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 8 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.835 5.46 ng 95205 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 96
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94

5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14

Abundance Scan 1497 (11.835 min): BG049128.D\data.ms (-1490) (-
131.1

000769-25-5 94

m/z 131.05 100.00%

5000 J\/\
91.1 P g
39.1 63.1 ‘ Oh H 147.2 11.50 12.00
) SN N NEREN Mmu e A0, AL v m/z 146.20  37.59%
miz--> 20 40 60 80 100 120 140
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 /\/M
5000 91.0 /\ /\ . iy J\m”
11.50 12.00
m/z 115.10 20.57%
37'0 850 bo || 1470
O \\\‘\ \\\H\ \‘m\ ‘H‘H \‘{M‘ T \‘} T “H]\_]\-\“O\‘!‘! T ‘ \‘\ T \‘
miz--> 20 40 60 80 100 120 140
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 m’\
t\ ‘ T T ‘ T
91.0 11.50 12.00
5000 ITI/Z 128.05 18.32%
27.0 °1.0
o 0L LT | o || o
miz--> 20 40 60 80 100 120 140 A AMA
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- W\M Al W
131.0 11.50 12.00
m/z 91.10 18.06%
5000
39.0 91.0
63.0 .
0 “"‘M"M"W“W‘HJ“‘L“w%;%P‘MW‘%1?P“ — e
m/z--> 20 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.029 10.65 ng 185802 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 70
2 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 46
3 3-Furonitrile, 2-amino-4,5-dimet... 136 C7H8N20 005117-88-4 43
4 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 43
5 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 43
Abundance Scan 1530 (12.029 min): BG049128.D\data.ms (-1525) (-  m/z 135.05 100.00%
135.1
5000
‘ ‘ 2001 12.00
0! “h,u”‘m””_”‘,;‘ m/z 131.20  95.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 91.0 /\ T \
12.00
m/z 136.05 78.29%
390 67.0
0 T \“‘ \‘\“\ \"“\“‘\‘\”\“‘\ \M T ‘%]\_%.\O“\ T \m“’ L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16363: Benzene, (ethenylthio)-
135.0
T \
12.00
5000 91.0 m/z 91.10  54.44%
51.0
27.0
RS L A T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: 3-Furonitrile, 2-amino-4,5-dimethyl- . ‘
136.0 12.00
m/z 146.15 23.63%
5000
43.0 66.0
‘ ‘ 92.0
Y SN P PR S W N — SPRTAVL VAR
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07

Operator : CG/JU

Sample : M2828-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.111 3.50 ng 61083 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 68
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 58
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl1l1H14 079209-36-2 58
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 53

5 1H-Indene, 2,3-dihydro-1,3-dimet... 146

C1l1H14

Abundance Scan 1544 (12.111 min): BG049128.D\data.ms (-1539) (-
131.2

004175-53-5 53

m/z 131.20 100.00%

5000 95.2
S P
155.1 12.00 12.50
01 m/z 95.20 37.90%
miz--> 20 40 60 80 100 120 140 160
Abundance  #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 — —
12.00 12.50
91.0 J m/z 146.15 37.57%
39.0 ‘
O 1T ‘ T \ T \" T \‘\ \‘Gﬁ\o\ \“‘ T \ \ T “E‘J\-]\-M?\‘U‘! T ‘1\“\8.\0\ ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 [\
\rwn . AA‘ . AMA‘ ; ‘ﬂA‘
91.0 12.00 12.50
5000 ITI/Z 115.15 26.27%
51.0
27.0 ‘ P
P S ol O P = -3 | N N
miz--> 20 40 60 80 100 120 140 160
Abundance #21688: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcy W‘ d ——
131.0 12.00 12.50
91.0 m/z 118.1@  20.39%
5000
T W
0 \MHHM A ad dadle
m/z--> 20 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@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.305 4.68 ng 81662 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 91
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 90
Abundance Scan 1577 (12.305 min): BG049128.D\data.ms (-1571) (-  m/z 131.15 100.00%
1
5000 A
91.0 115.1 - R
51.1 ‘ ‘ ‘ 1‘ 0.1 12.00 12.50
0b s b 0% il L UL nyz 146020 43.25%
m/z--> 20 40 60 80 100 120 140
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 o J\M’M : ‘AA‘/'\/\‘
12.00 12.50
m/z 135.05 26.27%
390 650 910 11‘5'0 | 1470
O\‘\‘\ T \“‘\ \‘\‘\ “H\M \“ T \‘\ T “\‘\ T 1“‘ \‘U‘\ 7 \‘\ ]
miz--> 20 40 60 80 100 120 140
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
AUVITY
12.00 12.50
5000 91.0 m/z 91.05 22.41%
39.0 115.0
Ll L e
ol “‘“H“N\“Mu‘wm“‘s‘pH“lh‘wMJ“““
miz--> 20 40 60 80 100 120 140
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- P —
131.0 12.00 12.50
m/z 115.10 19.55%
5000
91.0
115.0
390 630 ‘ ‘ 14)‘70
0* “M“M“m‘wym“ﬂ“ ““W““ Hﬁj“dh“ ‘ — —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 Benzo[b]thiophene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.470 7.86 ng 137106 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 68
2 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 64
3 2-Isopropenyl-3,6-dimethylpyrazine 148 C9H12N2 1000109-60-7 64
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 64
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 64

Abundance Scan 1605 (12.470 min): BG049128.D\data.ms (-1598) (-  m/z 147.05 100.00%
147.1

5000
A, A\
118 T T T I f T T
0 w‘HL‘Mm‘uMM“LMMm M m/z 148,05 82.51%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #23296: Benzo[b]thiophene, 2-methyl-
147.0
5000 \/\\ T ] T V\\/\‘
12.50
m/z 131.05 25.75%
45.0 74‘0 115.0 ‘
O ‘HH“\‘\“\\“‘H‘\‘\“\H\“‘H\‘\“\H\‘\ H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #22679: Benzaldehyde, 2,4,6-trimethyl-
147.0 N
e
12.50
m/z 118.15 18.73%
5000 119.0
91.0
510
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #23205: 2-1sopropenyl-3,6-dimethylpyrazine
147.0 12.50

m/z 146.20  18.53%

5000
42.0 WA
I ‘79 0 107 0 ) \ [\AMA i ra /\M\\

m/z--> 20 40 60 80 100120140160 180200220240 260 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.062 15.20 ng 347174  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94

Abundance Scan 1876 (14.062 min): BG049128.D\data.ms (-1870) (- m/z 156.20 100.00%
156.2

5000 j\\ f\
115.1 VAN A N R WA
301 31 o002 ‘ ‘ | 177.3 14.00
O bt ““1“““!““”\ el Ml IT73 g 141,00 92.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28490: Naphthalene, 2,6-dimethyl-
156.0
5000 J\ —_ ‘
14.00
m/z 155.15 28.84%
77.0 115.0
O\\\\‘2\7\.\0\‘\5\]7\.(\)“{\\N“\\\\’\\\‘\‘\‘1‘\\“‘\\M‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28495: Naphthalene, 1,3-dimethyl-
156.0 ,A
i a L Pusgr el |
14.00
5000 ITI/Z 115.10 25.27%
115.0
270 510 76.0 | ]
o S o N RO A A M
miz-> 20 40 60 80 100 120 140 160 180
Abundance #28501: Naphthalene, 1,6-dimethyl- —— ‘
156.0 14.00
m/z 128.05 22.78%
5000
115.0
o280 _eo0 Tl b
m/z--> 20 40 60 80 100 120 140 160 180 14.00

8270-BGP61121.M Tue Jun 29 11:07:28 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 14 Naphthalene, 1,8-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.297 5.96 ng 135985  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 92

Abundance Scan 1916 (14.297 min): BG049128.D\data.ms (-1911) (-  m/z 141.00 100.00%

141.0
5000
115.1 \
P -
511 761 ‘ Mﬁ 14.00 14.50
178.2
O bbb et L Ml L T2 2024056 b0 88 68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28491: Naphthalene, 1,8-dimethyl-
156.0
5000 \ T T T T /\\j\ T ’T/\
14.00 14.50
76.0 1150 m/z 115.10  28.91%
51.0 ‘
O \\\‘2\7\\0\‘\\\\‘h\‘\“““\\‘\\‘\\\\‘\“\“\\“‘\\‘m‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
e e
14.00 14.50
5000 ITI/Z 155.15 27.70%
115.0
o0 10" |
0 """"\‘uhup‘lmh‘um""‘wuU"_‘M‘mwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #28488: Naphthalene, 2,6-dimethyl- i)
156.0 14.00 14.50
m/z 128.05 23.61%
5000
770 115.0
51.0 ‘ ‘
27.0
o"Wm“u"p‘lm”ﬂ_h"HH_‘U"UHMWHWH_H S Y
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

8270-BGP61121.M Tue Jun 29 11:07:29 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 15 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.461 7.53 ng 171890  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94

Abundance Scan 1944 (14.461 min): BG049128.D\data.ms (-1938) (-  m/z 141.15 100.00%
141.2

5000
1151
P
0 "‘_"‘_‘;;mmummm% dppllo i 2 P52 m/z 156.20  76.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28484: Naphthalene, 2,3-dimethyl-
156.0
5000 T /\/\A T /\_/\\
14.50
m/z 115.10 30.76%
c1o 760 1150
O\\\‘2\8\\()\‘\\‘\\‘H\\!H‘\\\\‘\\\‘\‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28491: Naphthalene, 1,8-dimethyl-
156.0
—
14.50
5000 ITI/Z 155.20 21.79%
76.0 115.0
510
TS0 R |
miz--> 20 40 60 80 100 120 140 160 180 j\ Mﬂ\/
Abundance #28483: Naphthalene, 2,7-dimethyl- ol tapl Jomaspustinet
156.0 14.50
m/z 128.00 20.40%
5000
128.0
41.0
om_m_mum‘_fﬂ??t_‘!m‘mw_ww L Wl
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 unknownl5.055 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.055 3.52 ng 80305  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Indanone, 5,6-dimethyl- 160 C11H120 016440-97-4 49
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 46
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 46
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 46
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 46

Abundance Scan 2045 (15.055 min): BG049128.D\data.ms (-2041) (- m/z 117.10 100.00%

117.1
160.2
5000
91.1
65.2 —
39.1 192.3 15.00
0- m/z 132.20 73.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30826: 1-Indanone, 5,6-dimethyl-
117.0 160.0
5000 —T ‘
15.00
270 g1 9 o
91.0 m/z 160.15 68.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
T \
15.00
5000 ITI/Z 115.10 59.59%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14041: 2,4-Dimethylstyrene T
117.0 15.00
m/z 131.20 53.29%
- WW\/\WWW
0 M e —
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@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 unknownl5.848 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.848 4.67 ng 106613  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane 164 C12H20 024145-89-9 47
2 1,3-Cyclopentadiene, 5,5-dimethy... 178 C13H22 1000163-88-0 43
3 Phthalic acid, 4-methoxybenzyl p... 328 C19H2005 1000309-04-1 38
4 2,4,7,14-Tetramethyl-4-vinyl-tri... 290 C20H340 1000193-31-2 37
5 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 32

Abundance Scan 2180 (15.848 min): BG049128.D\data.ms (-2176) (- m/z 149.05 100.00%

149.1
5000 107.1 192.2
41.1 _ S
15.50 16.00
N ! |
0! bl by m/z 107.10  39.89%
miz--> 50 100 150 200 250 300
Abundance #33750: 1,4-Dimethyladamantane
149.0
5000 — e
93.0 15.50 16.00
550 m/z 192.20 37.97%
o) S ‘h‘\‘“‘\“d‘ LMH “\H\‘\“H‘ L 1 ““ T T
miz--> 50 100 150 200 250 300
Abundance #44128: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149.0
b e
15.50 16.00
5000 m/z 105.10  36.70%
107.0
NI L I WO I
miz--> 50 100 150 200 250 300
Abundance #167430: Phthalic acid, 4-methoxybenzyl propyl ester P ——
149.0 15.50 16.00
m/z 91.10 32.20%
5000
192.0
104.0
0 200 h‘\ ‘ Ll 268.0 32‘8‘
! M — —r
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 1,1'-Biphenyl, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.919 8.48 ng 193610 Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 72
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 49
5 Diphenylmethane 168 C13H12 000101-81-5 47

Abundance Scan 2192 (15.919 min): BG049128.D\data.ms (-2188) (-  m/z 168.20 100.00%
2

5000 ﬁ
T ‘ \’A T
51.1 83.1 115.1 139.2 202.1 16.00
0 : m/z 167.20 71.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36906: 1,1'-Biphenyl, 2-methyl-
168.0
5000 \
1600
m/z 153.05 61.42%
\‘\\\\‘\\\\‘\\\\“}\‘\\‘\\\\‘\\\\‘\\‘\‘\\\‘\\\\‘\\\\
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 55.03%
83.0
1010501280 | |
0“‘H‘W‘JH“‘Nwl‘u‘_“th“\H‘“‘““‘H““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36904: 1,1'-Biphenyl, 4-methyl- —
168.0 16.00
m/z 152.20 48.66%
5000
39.0 630 910 1150 1390] W
O o e e o e ——
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@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.380 17.63 ng 468664  Phenanthrene-d10 17.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2611 (18.380 min): BG049128.D\data.ms (-2606) (-  m/z 73.05 100.00%

43.1 73.0
5000
129.2
213.3
= —T
‘ ‘ ‘ 171.2 ‘ 256.4 18.00 18.50
oL—— M mm \mewumuﬂvmﬂ$‘kﬂu AL "“ m/z 43.10 95.44%
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 N LT
18.00 18.50
97.0 1o 2130 2560 m/z 60.10  94.60%
oL— ‘M‘ U‘H “H‘u‘ Mh“\ }‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ T | [T
miz--> 50 100 150 200 250
Abundance #72643: Tridecanoic acid
73.
43.0 0
— —T
18.00 18.50
5000 129.0 m/Z 55.10 81.14%
171.0
s L ] e
0 — ‘\‘ H‘H‘\ U““H‘w‘dh“‘\ {‘\H‘h} “ ‘m“ L “‘ ‘ “‘ T
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid “ —
43.0 73.0 18.00 18.50
m/z 41.10 72.71%
5000 129.0
‘ 199.0 2420
0b— ‘\‘ W ‘H‘\ U‘H “HM\‘\‘ Mh“‘\ M\‘u} “‘1‘58‘9 ;“ ‘i A “\ o — —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS vial : 13  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 6
R.T. EstConc Area Relative to ISTD R.T.
19.638 9.30 ng 272531 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2825 (19.638 min): BG049128.D\data.ms (-2821) (- m/z 43.10 100.00%

43.1 73.1
5000
129.2
1852 2413 e ——
‘ ‘ 284.4 19.50 20.00
ob— ‘;‘M bt bbb L m/z 73.10  90.22%
miz--> 50 100 150 200 250
Abundance #131259: Octadecanoic acid
43.0
73.0
5000 e, -
120.0 19.50 20.00
' 284.C m/z 60.10 87.71%
‘ ‘ ‘ 185.0 2410
01?-9 ‘\‘ ‘;“‘H‘u[ “H‘H“ uh\‘h ‘M\‘\} N - L \‘ - “ R o
miz--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
P o
19.50 20.00
5000 256.0 m/Z 57.15 71.60%
129.0
213.0
L), 13
oL— “‘ M‘Mu ‘H‘H‘ uh‘L Ju‘\‘u; al | “ “ “‘m‘ R ‘\‘ —
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid — —
43.0 73.0 19.50 20.00
m/z 55.10 71.23%
5000 129.0
‘ 199.0 2420
0 “M‘Mﬂh 167.0 ‘¢‘ — —— ——
miz--> 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@49128.D

Acqg On : 28 Jun 2021 21:07
Operator : CG/JU

Sample : M2828-04

Misc :

ALS Vvial : 13  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 3.151 24.7 ng 235603 1 8.104 191042 20.0
Butane, 2-metho... 3.228 6.3 ng 60129 1 8.104 191042 20.0
Indane 8.480 8.0 ng 76608 1 8.104 191042 20.0
Benzene, 1-meth... 9.215 6.4 ng 61053 1 8.104 191042 20.0
Benzene, 1,2,4,... 9.738 5.6 ng 97675 2 10.919 348837 20.0
3-Phenylbut-1-ene  10.313 10.4 ng 181586 2 10.919 348837 20.0
Benzene, 1-meth... 11.030 4.5 ng 78904 2 10.919 348837 20.0
Benzene, (1,2-d... 11.835 5.5 ng 95205 2 10.919 348837 20.0
Benzo[b]thiophe... 12.029 10.7 ng 185802 2 10.919 348837 20.0
Naphthalene, 1,... 12.111 3.5 ng 61083 2 10.919 348837 20.90
1H-Indene, 2,3-... 12.305 4.7 ng 81662 2 10.919 348837 20.0
Benzo[b]thiophe... 12.470 7.9 ng 137106 2 10.919 348837 20.0
Naphthalene, 2,... 14.062 15.2 ng 347174 3 14.743 456677 20.0
Naphthalene, 1,... 14.297 6.0 ng 135985 3 14.743 456677 20.0
Naphthalene, 2,... 14.461 7.5 ng 171890 3 14.743 456677 20.0
unknown15.055 15.055 3.5 ng 80305 3 14.743 456677 20.0
unknown15.848 15.848 4.7 ng 106613 3 14.743 456677 20.0
1,1'-Biphenyl, ... 15.919 8.5 ng 193610 3 14.743 456677 20.0
n-Hexadecanoic ... 18.380 17.6 ng 468664 4 17.493 531716 20.0
Octadecanoic acid 19.638 9.3 ng 272531 5 21.776 586261 20.0
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