LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BP0O@4719.D

Acqg On : 11 Feb 2021 16:51 Instrument :
Operator : CG/JU BNA_P

Sample : M1333-01 ClientSampleld :
Misc : CHRT27339-CHRT20101

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_ P\Methods\8270E-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4719.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.152 148 164 168 rBV 59519 156715 2.22% 0.334%
2 5.358 364 369 377 rVB 655389 933797 13.22% 1.991%
3 6.940 630 638 656 rVB2 367797 692502 9.80% 1.477%
4 7.087 656 663 672 rBV3 41215 98457 1.39% 0.210%
5 7.769 770 779 785 rBV 223039 361061 5.11% 0.770%
6 8.081 826 832 838 rVB2 64389 104279 1.48% 0.222%
7 8.928 968 976 983 rBV 742664 1212868 17.17% 2.586%
8 9.111 994 1007 1015 rVB 196862 572820 8.11% 1.221%
9 10.346 1210 1217 1229 rBV2 84917 180090 2.55% 0.384%
10 10.563 1247 1254 1259 rBV 279858 453445 6.42% 0.967%
11 10.740 1277 1284 1291 rBV2 78050 161318 2.28% 0.344%
12 10.999 1321 1328 1341 rVB 273660 477457 6.76% 1.018%
13 11.128 1342 1350 1355 rBvV2 68372 139601 1.98% 0.298%
14 11.475 1403 1409 1414 rBV3 44740 84833 1.20% 0.181%
15 11.940 1477 1488 1494 rBV2 136172 248095 3.51% 0.529%
16 12.334 1546 1555 1558 rBv4 35099 97824  1.38% 209%

17 12.793 1626 1633 1637 rBV4 65796 133310 1.89%
18 13.034 1665 1674 1681 rBV 1905229 2817156 39.88%
19 13.257 1707 1712 1717 rVB3 93090 146407 2.07%
20 13.316 1717 1722 1725 rBV4 56742 104034 1.47%

[N e) B RN
[
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R

21 13.440 1740 1743 1751 rVB7 46412 83429 1
22 13.840 1807 1811 1814 rBV2 173606 235555 3
23 13.875 1814 1817 1820 rVV 79589 113303 1.60%
24 13.910 1820 1823 1825 rVV2 108981 133710 1
25 13.957 1825 1831 1841 rVB3 1271562 2239311 31.

rPrOOOO®
N
i
N
B

26 14.075 1846 1851 1855 rVB3 216833 307441 4.35%
27 14.169 1861 1867 1872 rBV 718297 1074203 15.21%
28 14.251 1877 1881 1888 rVB3 324188 557949  7.90%
29 14.322 1888 1893 1898 rBV4 166278 322437 4.56%
30 14.416 1899 1909 1912 rBv4 545145 1318149 18.66%

NORNO
=
[
®
R

31 14.451 1912 1915 1920 rVB 545364 675521 9.56%
32 14.951 1996 2000 2008 rBV2 547496 881936 12.48%
33 15.210 2039 2044 2049 rBV2 715646 1197752 16.96%
34 15.698 2123 2127 2132 rVB2 540518 863204 12.22%
35 15.910 2158 2163 2169 rBV3 1724804 2902801 41.09%

ORNR R
Ul
U1
S
3R

36 16.181 2201 2209 2215 rBV3 1894012 3649652 51.66% 7.782%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BP0O@4719.D

Acqg On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

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_ P\Methods\8270E-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.004 2346 2349 2356 rVB 1375418 2097914 29.70%  4.473%
38 18.092 2530 2534 2537 rVB3 2086844 2652837 37.55% .656%
39 19.328 2738 2744 2758 rVB 4515432 7064227 100.00% 15.062%

%]

40 19.739 2810 2814 2824 rVB 3398685 4614814 65.33% 9.840%
41 20.610 2959 2962 2966 rVB 254484 292133 4.14% ©.623%
42 20.969 3020 3023 3033 rVB2 348321 488317 6.91% 1.041%
43 21.257 3068 3072 3075 rBV 591509 738396 10.45% 1.574%
44 21.298 3075 3079 3085 rVB 1180843 1446414 20.48%  3.084%
45 21.845 3170 3172 3181 rVB 120579 167855 2.38% ©.358%
46 22.327 3251 3254 3256 rBV2 74016 104790 1.48% 0.223%
47 22.351 3256 3258 3265 rVB 167974 224026  3.17% ©0.478%
48 22.857 3341 3344 3351 rVB 119133 163635 2.32% ©.349%
49 23.451 3442 3445 3452 rVB 98043 164681 2.33% 0.351%
50 23.557 3457 3463 3473 rVB2 417870 819922 11.61% 1.748%
51 24.139 3559 3562 3569 rvB2 73958 127121 1.80% 0.271%

Sum of corrected areas: 46899504
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP004719.D\data.ms

6000000
5000000
4000000
3000000
2000000
1000000 5.358 8.928

4.152 ) STosr  T7%% 0 /\?-/1\11 10 346787401281 475

0\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP004719.D\data.ms

19.328

6000000 18.092

5000000 19.739

4000000
16.181
3000000 15.910
2000000 13.034 15.69 K\«\J
13.957 15.210 ’

1000000

194012 334 12.793)1528TEA0 TS

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP004719.D\data.ms

6000000

5000000

4000000

3000000

2000000

21.298

10000007,

23.557
21.845 22381 22 857 2&4%; 24.139
N | R - -Gl

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propanoic acid, 2,2-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.152 8.68 ng 156715 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 52
2 N-tert-Butoxycarbonylimidazole 168 C8H12N202 049761-82-2 18
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 16
4 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 14
5 Pivalyl chloride 120 C5H9Cl10 003282-30-2 12
Abundance Scan 164 (4.152 min): BP004719.D\data.ms (-148) (-) m/z 57.10 100.00%
57.1

—

5000
T ST
“ 6.8207.1 3.80 4.00 4.20 4.40
Ol 4 146,8207.1266.8329.1 4018 47575356 ;m/z 41.00  56.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4322: Propanoic acid, 2,2-dimethyl-
57.0
5000 L B L B LI R B
3.80 4.00 4.20 4.40
m/z 39.05 28.58%
O‘\\‘\‘l\l“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
R AR ERaa Rt
3.80 4.00 4.20 4.40
5000 m/z 58.95 22.02%
168.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4465: 3,3-Dimethylbutane-2-ol e RRmEERaRE
57.0 3.80 4.00 4.20 4.40
m/z 44.95 14.78%
) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4-Hexanedione, 5,5-dimethyl- Concentration Rank 19

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

7.087 5.45 ng 98457 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 72
2 2(3H)-Furanone, 5-butyldihydro- 142 C8H1402 000104-50-7 50
3 Malonic acid, di(2-methylpentyl)... 272 C15H2804 1000349-30-9 45
4 10-(Tetrahydro-pyran-2-yloxy)-tr... 252 C15H2403 1000192-28-8 45
5 2(3H)-Furanone, dihydro-5-(2-oct... 196 C12H2002 018679-18-0 45
Abundance Scan 663 (7.087 min): BP004719.D\data.ms (-656) (-) m/z 85.00 100.00%

85.0

—

5000
R R
‘ 6.80 7.00 7.20 7.40
Ok 14312070 2868 368.74286491.3549. ./, 43 09  22.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19736: 2,4-Hexanedione, 5,5-dimethyl-
85.0
5000 L B I B L AN B
6.80 7.00 7.20 7.40
m/z 41.00 10.84%
27.
0 Ji\ \L\ \14 0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
85.0
R
6.80 7.00 7.20 7.40
5000 m/z 39.00 9.68%
27.0
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #120860: Malonic acid, di(2-methylpentyl) ester R EARRREREREEE AR
85.0 6.80 7.00 7.20 7.40

m/z 142.00 8.90%

5000

—

27'&?1\ 145.0
(O R B o e o R o B R S R R A A R Ra AN AR R RARRCamsy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BP@@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01

Misc :

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

CHRT27339-CHRT20101

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 Eucalyptol Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
s.81  5.78ng 104279  1,4-Dichlorobenzene-d4  7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fucalyptol 154 cloH80 000470-82-6 93

1000058-17-6 47
020126-76-5 35
001670-46-8 35
006126-53-0 27

2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302
3 3-Cyclohexen-1-0l, 4-methyl-1-(1... 154 C10H180
4 2-Acetylcyclopentanone 126 C7H1002
5 2-Acetonylcyclohexanone 154 C9H1402

Abundance Scan 832 (8.081 min): BP004719.D\data.ms (-826) (-) m/z 43.00 100.00%

43.0 '
08.1
5000
S —
‘ 7.80 8.00 8.20 8.40
ow_J‘H*me“2?‘7?"259?“‘355“1‘“""?9‘7””?37‘9 m/z 81.10 68.12%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26615: Eucalyptol
43.0
5000 LI B L L L L B
7.80 8.00 8.20 8.40
l m/z 71.05 55.88%
0‘\\”\ J\|\‘Jﬂ|\‘
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
SRR ATV A
7.80 8.00 8.20 8.40
5000 108.0 m/z 108.05 52.39%
o

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

Abundance #26917: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, e e e
71.0 7.80 8.00 8.20 8.40

m/z 111.05 46.49%

5000

154.0

%.

obn L |\u’h "

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

7.80 8.00 8.20 8.40

8270E-BP020521.M Fri Feb 12 10:09:12 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexanoic acid, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.111 31.73 ng 572820 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Ethyl 4-bromobutyrate 194 C6H11Bro02 002969-81-5 43
3 Octanoic acid, 2-methyl-, methyl... 172 C1@H2002 002177-86-8 38
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38
5 Undecanoic acid, 2-methyl-, meth... 214 C13H2602 055955-69-6 37

Abundance Scan 1007 (9.111 min): BP004719.D\data.ms (-994) (-) m/z 73.00 100.00%
3.0

o

5000
SN SN NS
W H ‘ 8.80 9.00 9.20 9.40
ol k411380 2071 282.9345.0 4441 5370y, gg o5  77.58%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 N RN RN R R

8.80 9.00 9.20 9.40
m/z 41.10 29.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
88.0
R ARARREEEE
8.80 9.00 9.20 9.40
50007 29.0 m/z 57.05 23.45%
149.0
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39605: Octanoic acid, 2-methyl-, methyl ester EEBRmmanEEEE
88.0 8.80 9.00 9.20 9.40
m/z 87.05 22.35%
5000
29.
oHJ’JmHHH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.346 7.94 ng 180090 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Butanamide, 3,N-dihydroxy- 119 C4H9NO3 090567-52-5 60
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 53
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 53

Abundance Scan 1217 (10.346 min): BP0O04719.D\data.ms (-1210) (- m/z 57.05 100.00%
57.0

-

5000
. C
1%“&320 207.9 282.0 355.1415.0 479.6542.C 1000 10:59
T m/z 44.95 90.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 = _
10.00 10.50
m/z 41.05 55.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
P P
10.00 10.50
5000 m/z 75.00  27.04%
132.0
TR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 J\A\«
Abundance #9050: Butanamide, 3,N-dihydroxy- Aoy R
45.0 10.00 10.50
m/z 43.00 24.29%
- Ww
o dhiaoso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl®.740 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.740 7.12 ng 161318 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 4,5-dihydro-5-[(4-met... 191 C11H13NO2 1000362-14-0 45
2 Benzene, 1-methoxy-4-propyl- 150 C1eH140 000104-45-0 38
3 Benzeneacetic acid, 4-methoxy- 166 C9H1003 000104-01-8 38
4 Benzeneacetic acid, 4-methoxy-, ... 180 C10H1203 023786-14-3 38
5 2-(4-Methoxyphenyl)ethanol 152 C9H1202 000702-23-8 35
Abundance Scan 1284 (10.740 min): BP0O04719.D\data.ms (-1277) (- | m/z 121.05 100.00%
121.1
5000/ 45.0
P —
| l l 10.50 11.00
obbdod byl | 207.0 280.6341.2 4151 4951 .7 45 00 47.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53751: Isoxazole, 4,5-dihydro-5-[(4-methoxyphenyl)met
121.0
5000 P A
10.50 11.00
191.0 m/z 58.95 40.23%
51.0
0\\\“‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
121.0
Pt =
10.50 11.00
5000 m/z 89.00 20.07%
51.0
T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35688: Benzeneacetic acid, 4-methoxy-
121.0 10.50 11.00
m/z 150.00 17.69%
5000
45.0
e S S At SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl@.999 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.999 21.06 ng 477457 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphinecarboxylic acid, dietho... 210 C7H1505P 001474-78-8 47
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 45
3 3,5-Dimethyl-1-butylpyrazole 152 C9H16N2 002655-37-0 38
4 4-Triethylsilylbut-1-en-3-yne 166 C1OH18Si 001693-70-5 35
5 Imidazole-4-carboxylic acid, 2-a... 155 C6H9N302 149520-94-5 35
Abundance Scan 1328 (10.999 min): BP004719.D\data.ms (-1321) (- m/z 43.00 100.00%
43.0 109.1
5000
T
L) s
Ol MlMid il | 2069 28303409 4321 5065 ./, 109.05  85.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69741: Phosphinecarboxylic acid, diethoxy-, ethyl ester,
109.0
29.0
5000 =T
11.00
m/z 81.10 69.59%
()}Jh \J\l‘J\\\2\]‘-9\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0
43.0 s
11.00
5000 m/z 107.10 44 ., 80%
o RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26126: 3,5-Dimethyl-1-butylpyrazole et
109.0 11.00
m/z 136.95 37.77%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phenol, 4-(methylthio)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.128 6.16 ng 139601 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(methylthio)- 140 C7H80S 001073-72-9 53
2 3-Amino-5-t-butylisoxazole 140 C7H12N20 055809-36-4 53
3 1,4-Benzenediol, 2-methoxy- 140 C7H803 000824-46-4 43
4 Benzenethiol, 4-methoxy- 140 C7H80S 000696-63-9 42
5 Uracil, 5-ethyl- 140 C6H8N202 004212-49-1 42

Abundance Scan 1350 (11.128 min): BP004719.D\data.ms (-1342) (- m/z 125.00 100.00%

125.0
5000 570

WJLW P i

1100 11.50
okl | 1962 281.63411  431.0490.6848 ./, 14p.00  74.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18365: Phenol, 4-(methylthio)-
140.0

5000 i SPAN
11.00 11.50

m/z 111.00  55.59%

45.0
\‘““H\‘J"M‘\“\"!““"\H‘wHwH‘\‘H‘\HH\HHWHWHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
125.0

11.00 11.50

o

o

5000 m/z 57.05 51.21%
55.0
O it e e e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18331: 1,4-Benzenediol, 2-methoxy- T —
140.0 11.00 11.50

m/z 41.05 27.39%

5000
69.0
Ci } by

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Anethole Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.940 10.94 ng 248095 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anethole 148 C10H120 000104-46-1 95
2 Estragole 148 C10H120 000140-67-0 90
3 2-Isopropylbenzaldehyde 148 C10H120 006502-22-3 64
4 Benzene, (1l-propynylthio)- 148 C9H8S 006212-77-7 53
5 Methanimidamide, N,N-dimethyl-N'... 148 C9H12N2 001783-25-1 49

Abundance Scan 1488 (11.940 min): BP0O04719.D\data.ms (-1477) (- m/z 148.05 100.00%
148.1

5000
77.0
=
l H‘ 12.00
Ok }h‘“u":“‘“ﬂ ALl 2091 2819 355.1 4302 5032 m/z 147.00 50.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22606: Anethole
148.0
5000 T T
12.00
7.0 m/z 77.05  36.40%
el
O‘\J\‘\J\'}L‘\“\h\J“'\\’\“\‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
148.0
—
12.00
5000 77.0 ITI/Z 105.10 32.52%
15.0
O e T P T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22652: 2-Isopropylbenzaldehyde T
148.0 12.00
m/z 117.00 31.08%
5000
77.0
ol L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3-Buten-2-one, 4-(4-chlorop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.957 33.98 ng 2239310  Acenaphthene-die 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 4-(4-chlorophenyl)- 180 C10H9C1O 003160-40-5 64
2 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 46
3 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 45
4 9H-Fluorene, 1l-methyl- 180 C14H12 001730-37-6 45
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 45

Abundance Scan 1831 (13.957 min): BP004719.D\data.ms (-1825) (- m/z 57.10 100.00%
57.1 165.1

=

5000
—
| J‘ | 286.2595.8354.9  460.9522.9 1490
0 i 2227 DL m/z 165.10  93.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45391: 3-Buten-2-one, 4-(4-chlorophenyl)-
165.0
5000
14.00
102.0 m/z 41.10 51.54%
43.0 ‘ ‘
0‘\\\\“1\\‘“\“\‘\\L“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
165.0
——
14.00
5000 ITI/Z 180.05 48.60%
41.0 107.0
M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45774: 9H-Fluorene, 2-methyl- —r—
165.0 14.00
m/z 43.10  39.63%
5000
89.0
O'J\J‘JMJ‘W‘\,‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phenol, 3-[(trimethylsilyl)... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.169 16.30 ng 1074200  Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-[(trimethylsilyl)oxy]- 182 (C9H1402Si 017882-01-8 59
2 Benzene, 1-(chloromethyl)-4-(1,1... 182 C11H15Cl 019692-45-6 59
3 4H-1,3,2-Dioxaborin, 2-ethyl-4-m... 210 C12H23B02 074421-10-6 42
4 Butylphosphonic acid, ethyl decy... 306 C16H3503P 1000322-89-9 40
5 Butylphosphonic acid, 2-cyclohex... 276 C14H2903P 1000323-20-5 40
Abundance Scan 1867 (14.169 min): BP004719.D\data.ms (-1861) (- m/z 167.10 100.00%
16V7.1
5000 571
o —
M ‘ ‘ 14.00 14.50
O bt d gt ) 234.1 290.1356.0 4302 5052 pyz 57.16  38.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47839: Phenol, 3-[(trimethylsilyl)oxy]-
167.0
5000 — —
14.00 14.50
750 m/z 41.10 25.68%
0 \l\J\l“‘l\m\Hl\\\h“H\\L“\‘\\l\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
167.0
— —
14.00 14.50
5000 m/z 182.10 20.42%
91.0
r7.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69290: 4H-1,3,2-Dioxaborin, 2-ethyl-4-methyl-4,6-diprop P ——
167.0 14.00 14.50
m/z 43.00 17.20%
5000
43.0
e — — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 12 1-(2-Hydroxyethyl)-1,2,5,5-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.251 8.47 ng 557949  Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1000298-97-4 64
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 50
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 37
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35

Abundance Scan 1881 (14.251 min): BP0O04719.D\data.ms (-1877) (- m/z 193.20 100.00%

198.2
69.1
5000

l ‘ J, 14.00 14.50
L339 | 2669 354.8414.247515850 ./, 6916 63.76%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92538: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-decali
193.0
41.0

109.0
5000

o

— —
14.00 14.50

m/z 97.10  55.37%

— “l””“l‘l‘”l \‘u ‘ILH‘ ‘u‘ﬂ“ L “ [T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0

— —
123.0 14.00 14.50

5000 m/z 109.10 50.61%

55.0
oL e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- ——
193.0 14.00 14.50

m/z 55.10  48.49%

u ” | u‘%ao MW

” | I ‘\L ALy

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl4.322 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.322 4.89 ng 322437  Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 3-methyl-4-(1,3,3... 222 C14H2202 097371-44-3 49
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 42
3 E-2-Methyl-3-tetradecen-1-o0l ace... 268 C17H3202 1000130-81-2 41
4 3,7-Dimethyl-6-nonen-1-o0l acetate 212 C13H2402 1000131-34-9 30
5 Methyl tetrahydroionol 212 C14H280 060241-53-4 30

Abundance Scan 1893 (14.322 min): BP004719.D\data.ms (-1888) (- m/z 57.05 100.00%
57.0

123.1
5000
193.2 = A=
il [ 200 14.00 14.50
ob LAl “H"HH‘““"“?‘5‘5"2‘“ﬁ‘ﬁ?%??’” m/z 41.10  89.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79268: 3-Buten-2-one, 3-methyl-4-(1,3,3-trimethyl-7-oxg

Abundance #117494: E-2-Methyl-3-tetradecen-1-ol acetate
43.0 14.00 14.50

m/z 69.10 60.95%

43.0
123.0
5000 “ ——
14.00 14.50
m/z 43.05 81.81%
O‘\\H\ ‘J‘I\ALW‘\M“J\\‘l\d\ly\“\\?\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
— —
14.00 14.50
5000 137.0 m/z 123.10 67.03%
O i e T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

5000

n 9.0 19030
\m

Ml 2
Ot e b i e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Thiophene, 2-butyl-5-(2-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.951 13.38 ng 881936  Acenaphthene-die 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-butyl-5-(2-methylpr... 196 C12H20S 054845-35-1 58
2 Thiophene, 2,5-dibutyl- 196 C12H20S 006911-45-1 49
3 1-Butanone, 1-(2,4,5-trihydroxyp... 196 C10H1204 001421-63-2 46
4 0-Ethyl-0'-(trimethyl)silyl meth... 196 C6H1703PSi 057451-30-6 38
5 6,7-Dihydro-5H-pyrrolo[2,1-c][1,... 153 C6H7N302 1000296-76-1 35

Abundance Scan 2000 (14.951 min): BP004719.D\data.ms (-1996) (- m/z 153.05 100.00%
158.1

5000{ 57.1

N

| ‘ ’ ’ 237.1 , 15.00

i ‘L“meu bl 29543584 4690 5440 n 7 57.10  47.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58115: Thiophene, 2-butyl-5-(2-methylpropyl)-
153.0

o

=

5000 T
15.00
m/z 43.10 43.81%
41.0 l‘
O‘\\\\\H“\\‘\\‘\\l\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
153.0
—
15.00
5000 m/z 41.10 38.74%
43.0
O T e e T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #57662: 1-Butanone, 1-(2,4,5-trihydroxyphenyl)- 7
153.0 15.00
m/z 55.10 38.32%

5000

%

69.0
0 il H I I

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.181 34.79 ng 3649650  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 76
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 72

Abundance Scan 2209 (16.181 min): BP004719.D\data.ms (-2201) (- m/z 57.10 100.00%

57.1
5000

Hzm 193.1 16.00 16.50
by ], 25833106 4221 489.2549.0 ./, 71 19 99.08%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0

5000 L
16.00 16.50
\ m/z 43.10 67.88%
\‘ |

I \‘ \112170 1970
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

— —
16.00 16.50

5000 m/z 85.10 41.64%

125.0183.0
Ot T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 16.00 16.50

m/z 41.10 36.27%

o

o

5000

r

0 “\ I \|1|F17.10 211.0 296.0
R B N B R RN N A RN R — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\

Data File : BP@@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc . CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptadecane, 4-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.004 20.00 ng 2097910  Phenanthrene-die 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 90
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2349 (17.004 min): BP004719.D\data.ms (-2346) (- m/z 57.10 100.00%
57.1

%

5000
T 1
’ﬁ 197.2 17.00
O d bbb bdd L 267.3326.9387.1 454.1 5231 y/7 71,10 95.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105896: Heptadecane, 4-methyl-
43.0
5000 —— |
17.00
m/z 85.10 58.48%
3.0 211.0
O‘\\\‘H\l\\\‘\A\J\\l‘u\\\‘\'\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T 1
17.00
5000 m/z 43.10 51.45%
127.0 1970 f\Nw/wx\WAVAfumuf/
0 - e e

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

Abundance #141432: Pentadecane, 8-hexyl- — !
57.0 17.00
m/z 41.10 35.31%
5000 AXMWNWWMWA\WNﬂwva”
1 7.0 196.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
BP004719.D

11
: CG/JU

: M1333-01

12

Feb 2021 16:51

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

CHRT27339-CHRT20101

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 Octadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.328 191.34 ng 7064230 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2744 (19.328 min): BP004719.D\data.ms (-2738) (- m/z 73.00 100.00%
3.0

3

—

5000
241.2
— ‘
‘l | 17141 \ 19.00 19.50
Ol MJ'J Lollolly 8143 4280 4990 u. 4310 81.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 — —
19.00 19.50
’ 284.0 m/z 60.60  78.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— ——
19.00 19.50
5000 m/z 55.16  72.58%
143.0 242.0
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e P ——
43.0 19.00 19.50
m/z 41.10 70.11%
5000 284.0
‘ 129.0
ol... ,HHinmﬂ‘sjzo B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown20.610 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.610 7.91 ng 292133 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 27
2 2-Thiopheneacetic acid, undec-2-... 294 C17H2602S 1000299-39-0 22
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 22
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 22
5 1,3,2-Dioxaborinane, 2-ethyl-4-m... 128 C6H13B02 057633-65-5 22
Abundance Scan 2962 (20.610 min): BP004719.D\data.ms (-2959) (- m/z 57.10 100.00%
57.1
5000 m
—— —
l 169.2 Je11 20.50 21.00
ob bbby 2OLL896.0 4449 8340 .., 97,10 80.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl es
97.0
5000 T T T T
20.50 21.00
m/z 113.10 76.60%
OZ\Q\IR‘\“\‘\J‘\‘\\\\‘\\\2\%\]-\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
97.0
— —
20.50 21.00
5000 m/z 83.10 39.36%
o 30.0 197.0 294.0
B R e R B s R EE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- —— ——
97.0 20.50 21.00
m/z 55.10 36.08%
5000
hifl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclotetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.969 13.23 ng 488317 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 Cyclohexadecane 224 C16H32 000295-65-8 95
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 94
4 Cyclopentadecane 210 C15H30 000295-48-7 92
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3023 (20.969 min): BP004719.D\data.ms (-3020) (- m/z 57.10 100.00%
57.1
1p5.1 —
21.00
184.1 296.3 '
ol L H‘L bceif o fos 8703 4790 547 nyz 83.10  99.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
5000 336.0 LI
21.00
m/z 55.10 91.21%
0\2\4\.\“‘\‘\ il “ ‘\\\“\:\L\\ “|3\.‘I\()\"2\":}9\"'9'\ "2\3'\9\(‘)1\ T [T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
——
21.00
5000 m/z 43.10 89.46%
125.0
224.0
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecyl trifluoroacetate ——
57.0 21.00
m/z 69.10 85.99%
5000
125.0
‘ } \ I 238.0 311.0
YRR R R s — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acq On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4,4'-Ethylenebis(2,6-di-ter... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.351 6.07 ng 224026 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Ethylenebis(2,6-di-tert-but... 438 C30H4602 001516-94-5 87
2 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 64
3 N-(2,6-Dimethyl-phenyl)-2-(4-nit... 367 C21H25N303 1000294-55-6 59
4 3-Benzylquinoline 219 C16H13N 037045-16-2 56
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 50

Abundance Scan 3258 (22.351 min): BP004719.D\data.ms (-3256) (- m/z 219.20 100.00%

219.2
5000
22‘06 ‘22‘50‘
91.1 161.1 438.3 . :
Olrrrrprrt e b 20003410 TIPS 8490 m/z 220.20  17.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224408: 4,4'-Ethylenebis(2,6-di-tert-butylphenol)
219.0
5000 == o
22.00 22.50
m/z 203.10 3.52%
o 570 ae10. 3670 438.0
‘\\\\’\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
219.0
P P
22.00 22.50
5000 m/z 438.30 3.47%
109.0
51.0
O- e b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194812: N-(2,6-Dimethyl-phenyl)-2-(4-nitro-phenyl)-2-pi - —
219.0 22.00 22.50

m/z 204.10 3.46%

5000

-

ol A0 1170 | 284.0 366.0
iV ura G MR MY L30T =1L

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021121\
Data File : BPO@4719.D

Acqg On : 11 Feb 2021 16:51

Operator : CG/JU

Sample : M1333-01 :
Misc : CHRT27339-CHRT20101

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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|
Propanoic acid,... 4.152 8.7 ng 156715 1 7.769 361061 20.0
2,4-Hexanedione... 7.087 5.5 ng 98457 1 7.769 361061 20.0
Eucalyptol 8.081 5.8 ng 104279 1 7.769 361061 20.0
Hexanoic acid, ... 9.111 31.7 ng 572820 1 7.769 361061 20.0
Ethanol, 1-(2-b... 10.346 7.9 ng 180090 2 10.563 453445 20.0
unknownl10.740 10.740 7.1 ng 161318 2 10.563 453445 20.0
unknown10.999 10.999 21.1 ng 477457 2 10.563 453445 20.0
Phenol, 4-(meth... 11.128 6.2 ng 139601 2 10.563 453445 20.0
Anethole 11.940 10.9 ng 248095 2 10.563 453445 20.0
3-Buten-2-one, ... 13.957 34.0 ng 2239310 3 14.416 1318150 20.0
Phenol, 3-[(tri... 14.169 16.3 ng 1074200 3 14.416 1318150 20.0
1-(2-Hydroxyeth... 14.251 8.5 ng 557949 3 14.416 1318150 20.0
unknown14.322 14.322 4.9 ng 322437 3 14.416 1318150 20.0
Thiophene, 2-bu... 14.951 13.4 ng 881936 3 14.416 1318150 20.0
Dodecane, 2,7,1... 16.181 34.8 ng 3649650 4 17.175 2097910 20.0
Heptadecane, 4-... 17.004 20.0 ng 20979160 4 17.175 2097910 20.0
Octadecanoic acid 19.328 191.3 ng 7064230 5 21.257 738396 20.0
unknown20.610 20.610 7.9 ng 292133 5 21.257 738396 20.0
Cyclotetracosane 20.969 13.2 ng 488317 5 21.257 738396 20.0
4,4'-Ethylenebi... 22.351 6.1 ng 224026 5 21.257 738396 20.0
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