LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP0@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS Vvial : 15 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-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5274.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 367 373 382 rVB 853137 1242037 67.81% 9.094%
2 6.199 525 529 540 rVB2 43493 79282 4.33% 0.581%
3 6.863 636 642 651 rVB 736312 1139963 62.24% 8.347%
4 6.952 652 657 659 rBV 168145 262483 14.33%  1.922%
5 7.675 775 780 789 rVB 166179 272577 14.88% 1.996%
6 8.340 888 893 900 rVB3 15618 22566 1.23% 0.165%
7 8.840 971 978 986 rBV 412394 681263 37.20% 4.988%
8 8.910 986 990 996 rVB2 17344 27536 1.50% 0.202%
9 9.169 1028 1034 1043 rVB 55783 89736 4.90% 0.657%
10 10.463 1247 1254 1262 rBV 180343 301368 16.45% 2.207%
11 12.951 1667 1677 1684 rBV 863753 1237672 67.58% 9.063%
12 13.104 1698 1703 1707 rBV6 13033 23996 1.31% 0.176%
13 13.598 1784 1787 1791 rVB5 17527 21451 1.17% 0.157%
14 13.745 1810 1812 1816 rVB4 20551 22434  1.22% 0.164%
15 13.798 1818 1821 1823 rBV3 24844 35153 1.92% 0.257%
16 13.863 1829 1832 1835 rBV4 31444 41828 2.28% ©0.306%
17 14.163 1879 1883 1890 rVB5 84817 150945 8.24% 1.105%
18 14.239 1893 1896 1901 rVB3 90568 126702 6.92% 0.928%
19 14.339 1909 1913 1920 rVB 301511 456213 24.91% 3.341%
20 15.198 2056 2059 2063 rBV 143733 188418 10.29%  1.380%

21 15.845 2164 2169 2173 rBV 687954 981822 53.61%
22 16.069 2204 2207 2215 rVB 212505 344963 18.83%
23 16.869 2340 2343 2347 rVB 163950 170038 9.28%
24 17.104 2379 2383 2388 rBV 382482 543905 29.70%
25 18.292 2581 2585 2592 rBV2 648754 915167 49.97%
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26 19.680 2817 2821 2827 rVB 1599803 1831529 100.00% 13.
27 20.310 2924 2928 2932 rBV 356111 471598 25.75%
28 20.916 3028 3031 3039 rVB3 255853 451639 24.66%
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29 20.986 3040 3043 3052 rVB 203204 255900 13.97% 874%
30 21.204 3075 3080 3084 rBV 444094 577551 31.53% 229%
31 21.839 3185 3188 3198 rVB 186635 250158 13.66% 1.832%
32 23.474 3461 3466 3472 rBV 248300 439123 23.98%  3.215%

Sum of corrected areas: 13657016
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005274.D\data.ms
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1500000
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Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP005274.D\data.ms

6.199

19.680
2000000

1500000

18.292

15.845

1000000 12.951

20.310
16.069
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144:839
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Time--> 12.00 12,50 13.00 13.50 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP005274.D\data.ms
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1500000
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21.204

28 9&36 23.474

21.839
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w /k

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Bicyclo[3.1.0]hex-2-ene, 2-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.199 5.82 ng 79282 1,4-Dichlorobenzene-d4 7.675

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C1OH16 002867-05-2 91

2 Bicyclo[3.1.0]hex-2-ene, 4-methy... 136 C1@H16 028634-89-1 90

3 .alpha.-Phellandrene 136 C1@H16 000099-83-2 87

4 1,3-Cyclohexadiene, 5,6-dimethyl- 108 C8H12 005715-27-5 53

5 Pyridine, 2-propyl- 121 C8H11N 000622-39-9 43

Abundance Scan 529 (6.199 min): BP005274.D\data.ms (-525) (-) m/z 93.05 100.00%

93.0

5000

—

5.80 6.00 6.20 6.40 6.60
b 20702609 3829 46815359 ., 9195 65.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15893: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methyletr
93.0

-

5000
5.80 6.00 6.20 6.40 6.60

m/z 77.05 46.28%
27.0

L H\ !

[T “H‘\l\‘HH‘H\\‘HH‘H\\‘H\\‘H\\‘\H\‘\H\‘\

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

Abundance #15892: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methyletr
93.0

-

5.80 6.00 6.20 6.40 6.60

5000 m/Z 92.10 38.28%
27.0
‘m\\l‘"{“m‘% frtr e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15729: .alpha.-Phellandrene P T R
93.0 5.80 6.00 6.20 6.40 6.60

m/z 79.10 15.18%

5000

=

ZYLIH\JII L \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.910 2.02 ng 27536 1,4-Dichlorobenzene-d4 7.675

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C1@H160 001195-79-5 80
2 2-Furanacetaldehyde, .alpha.-pro... 152 C9H1202 031681-26-2 64
3 2-Cyclopentene-1-carboxylic acid... 140 C8H1202 068317-73-7 64
4 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 53
5 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 53
Abundance Scan 990 (8.910 min): BP005274.D\data.ms (-986) (-) m/z 81.10 100.00%
81.1
5000
A
152.1 8.60 8.80 9.00 9.20

- H' baboy 707 2210 303.9362.24233 5180 ./, 69,05  55.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25264: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
81.0

-

5000 R
8.60 8.80 9.00 9.20

m/z 41.05 20.98%
152.0
L‘s" \‘ Il | \

[T I RN R N R N RN RN R

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

Abundance #26033: 2-Furanacetaldehyde, .alpha.-propyl-
81.0

-

8.60 8.80 9.00 9.20
5000 m/z 39.00 15.25%

152.0
L |

‘ T ’ TT \I‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18538: 2-Cyclopentene-1-carboxylic acid, 1-methyl-, me R R RREREE
81.0 8.60 8.80 9.00 9.20

m/z 67.05 11.02%

2

5000

—

UL 140.0

RN B e e e R R A R R R R R ﬂ%’\\mw\m,\m_m‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 3 Bicyclo[3.1.0]hexan-3-one, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.169 5.96 ng 89736 Naphthalene-d8 10.469

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 91
2 Thujone 152 C10H160 000546-80-5 90
3 3,5-Octadiene, (Z,Z)- 110 C8H14 007348-80-3 72
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 70
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 62

Abundance Scan 1034 (9.169 min): BP005274.D\data.ms (-1028) (-) m/z 81.05 100.00%

81.0
5000
‘ ‘ 152.0 8.80 9.00 9.20 9.40
ML 12520 22222834 3751 44725136 1/, 67.05  72.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25346: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl
81.0
5000
8.80 9.00 9.20 9.40
m/z 68.10 58.40%
H ‘ 152.0
TTT ii\l“ \m‘\‘\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25055: Thujone
81.0
A as
8.80 9.00 9.20 9.40
5000 m/z 69.05 58.39%
(1
N
m/fz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5939: 3,5-Octadiene, (Z,Z)- R RARERRREEEEE
81.0 8.80 9.00 9.20 9.40
m/z 110.10 54.14%
5000 /L
m/z--> 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\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl4.163 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.163 6.62 ng 150945  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-79-1 22
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 22
4 1,22-Docosanediol 342 C22H4602 022513-81-1 16
5 3,7-Dimethylocta-2,6-dien-1-0l1, ... 262 C16H220S 1000196-46-7 12
Abundance Scan 1883 (14.163 min): BP005274.D\data.ms (-1879) (-  m/z 193.30 100.00%
198.3
81.1
5000
—— ——
M H\H\U‘ | ‘ 1) 28103410 4153 516.3 ux o
ALl fOS S 00D P8 222 m/z 81.10  80.23%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
1938.0
69.0
5000 —r— —
14.00 14.50
m/z 69.10 75.23%
l\LJ‘IIHJt‘ \l\“\.‘()\\W\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #78628: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 193.0
—— ——
14.00 14.50
5000 m/z 55.10 67.43%
il
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene P ——
1938.0 14.00 14.50
m/z 97.10 61.30%
123.0
5000
55.
"\‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Pentane, 2,3,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.239 5.55 ng 126702  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
3 Hexadecane 226 C16H34 000544-76-3 59
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 47
5 Dodecane 170 C12H26 000112-40-3 47

Abundance Scan 1896 (14.239 min): BP005274.D\data.ms (-1893) (-  m/z 71.10 100.00%

11.1
5000
1400 1450
7.1 208.4 : :
L LLIRGE 2084 2939 3836 47515356/, 57.19  99.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 — e
14.00 14.50
‘ m/z 43.10 56.87%
‘\\H\ lJng'O“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57.0
— —
14.00 14.50
5000 m/z 41.18  56.31%
127.0
M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83025: Hexadecane 7 —
57.0 14.00 14.50
m/z 85.10 51.22%
- N/LMJMWWA“AJ\AM“/M&%WfV
J ‘4270 226.0
R — —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Silane, trichlorooctadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.198 8.26 ng 188418 Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
5 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 64

Abundance Scan 2059 (15.198 min): BP005274.D\data.ms (-2056) (-  m/z 57.10 100.00%
57.1

-

5000
e e
72 2063 15.00 15.50
o AALIPET2 20632671 35524176 5200 n.. 7116 91.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205395: Silane, trichlorooctadecyl-
57.0
5000 e —
15.00 15.50
1770 m/z 85.10  60.03%
‘\\‘\\“‘\II\\J‘#Jﬂ?n.\m‘“\”\“‘\u““‘\\gﬁ?.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163874: Tetradecane, 1-iodo-
57.0
e e
15.00 15.50
5000 m/z 43.10 59.96%
’ 155.0
A T S R aa AR R ER R R R R RS R AR aE

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

Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester T T
57.0 15.00 15.50
m/z 41.10  45.35%

5000

r

UL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.069 12.68 ng 344963  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
3 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 70
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 68

Abundance Scan 2207 (16.069 min): BP005274.D\data.ms (-2204) (-~  m/z 57.10 100.00%
57.1

%

5000
‘}l 2443 . 16.00
ob AAERI218602433 3209 416847475375 . 51 16 g9.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48834: Tridecane
57.0
5000 —— |
16.00
m/z 43.10 64.15%
184.
‘\\“\\\‘I\J\\‘\IE.I?\?\(‘)\\B\\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140552: Dodecane, 1-iodo-
57.0
—— ‘
16.00
5000 ITI/Z 85.10 61.29%
155.0

JJ JM\‘\

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

-

Abundance #94353: Hexadecane, 7-methyl-
57.0 16.00
m/z 41.10 49.23%
5000 (Mw¢wvwxmﬁvfmmmwfww
1L 252 2oss
"H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Dodecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.869 6.25 ng 170038 Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
3 Decane, 5-propyl- 184 C13H28 017312-62-8 58
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 58
5 Sulfurous acid, pentyl tridecyl ... 334 C18H3803S 1000309-14-6 50

Abundance Scan 2343 (16.869 min): BP005274.D\data.ms (-2340) (-  m/z 57.10 100.00%

57.1
5000

1650 17.00
P72 2133
"‘kwwm«‘m”wﬁﬁz‘ 1 3769 45985262  pn/z 71.18  99.37%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140552: Dodecane, 1-iodo-
57.0

5000

o

1650 1700
m/z 85.10 60.56%

155.0
\\”\\‘\J\\\\‘\‘\‘\\“\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0

1650 1700
5000 ITI z 43.10 59.21%
127.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48838: Decane, 5-propyl- I T
57.0 16.50 17.00
m/z 41.10 43.94%
5000
‘ 140.0
B — — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 17-Norkaur-15-ene, 13-methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.292 33.65 ng 915167 Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Norkaur-15-ene, 13-methyl-, (... 272 C20H32 003564-54-3 96
2 3a,6-Methano-3aH-indene, 2,3,4,5... 134 C10H14 098640-10-9 25
3 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H1e0 001746-11-8 15
4 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 14
5 Succinic acid, 2-adamantyl ethyl... 280 C16H2404 1000329-93-1 14

Abundance Scan 2585 (18.292 min): BP005274.D\data.ms (-2581) (-  m/z 91.10 100.00%

341.2 4313 533.1
NS R

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

Abundance #121339: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.bet;
134.0
69.0

| J ‘m M 2010 |

‘\H\’HIH“\YH‘\\H[\\H‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14935: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydr

— —
18.00 18.50

m/z 105.10  75.19%

o

-

5000 272.0

— —
18.00 18.50
m/z 93.10 69.64%

:

105.0
e e
18.00 18.50
5000 ITI/Z 41.10 68.85%
39.0
il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15351: Benzofuran, 2,3-dihydro-2-methyl- e —
134.0 18.00 18.50
m/z 57.10 65.38%
5000
51.0 ‘
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_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.310 16.33 ng 471598 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,83,9... 286 C20H300 000511-15-9 83
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 81
3 Podocarpa-8,11,13-trien-17-o0ic a... 344 C22H3203 024067-43-4 46
4 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 35
5 n-Hexyl-6-methoxy-4-methyl-8-qui... 272 C17H24N20 083547-16-4 18

Abundance Scan 2928 (20.310 min): BP005274.D\data.ms (-2924) (-~  m/z 175.20 100.00%
175.2 2713

5000 69.1

L

“ “ l ‘ “ H J 20.00 20.50
AR L | 348.4 417447548390 1/, 571 39 98.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-

271.0

O

175.0

5000 = —
20.00 20.50

690 m/z 201.20  74.37%

Ll \“ ‘I Ll bl hhn\‘hﬂ J‘ | \ [

‘\H\‘\\H \\\\‘\\\\‘f\\\ T T T T T T[T T T T[T T T T[T T TTTT]T

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

Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0

-

T
20.00 20.50

5000 m/z 69.10  44.25%
175.0
43.0

J | 1150, 1) ‘ L 32P'0

| L

b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #180085: Podocarpa-8,11,13-trien-17-oic acid, 12-hydrox — —
271.0 20.00 20.50

m/z 189.20  39.93%

/

5000

69.0 189.0

u“ mwu\ld“\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

344.0

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.916 15.64 ng 451639 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 89
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 83
4 Behenic alcohol 326 C22H460 000661-19-8 81
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 78

Abundance Scan 3031 (20.916 min): BP005274.D\data.ms (-3028) (-  m/z 57.10 100.00%
57.1

5000 %
5.2 2100
i ‘% T2 2671 23 4944891509 10 g3 1o 03.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
5000 336.0 L
21.00
m/z 71.10 91.40%
1
“"\‘\\\‘\\‘\\\‘A\‘l\\l\h"\\\\2‘6\5\1()\‘1\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203698: 1-Hexacosano
43.0
——
21.00
5000 ITI/Z 69.10 90.03%

%

M lh 182.0 252.0 364.0

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

Abundance #197885: Trichloroacetic acid, pentadecyl ester P
43.0 21.00
m/z 43.10 84.15%
e %
J —r
m/z--> 0 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\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 12 Benzoic acid, 2-(4-nitrophe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.986 8.86 ng 255900 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 59
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 50
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 47

Abundance Scan 3043 (20.986 min): BP005274.D\data.ms (-3040) (-  m/z 105.10 100.00%
105.1

-

5000
—r
4301 230.2 21.00
o A3l | 1632 7" 293435334153 4953 ./, 149.@5  57.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0
77.0
5000 1
21.00
m/z 77.10 56.68%
e | 211.0 287.0

‘HH[HH‘\‘H\ TTTT [T T T[T T T[T T [TT T T[T T[T TTT[TTITT[T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc

-

105.0
——
21.00
5000 m/z 51.05 11.00%
4501 ], 17502360
R e A amm o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy T
105.0 21.00
m/z 150.05 6.67%

5000

3

450, 179.0

‘\\\\"\\H\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

m/z--> 0 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\BP041221\
Data File : BP@@5274.D

Acqg On : 12 Apr 2021 19:41

Operator : CG/JU

Sample : M1997-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 13 .DELTA.9-THC TFA Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.839  s.66ng 250158  Chrysene-diz 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 DELTA.9-THC TFA 416 C23H29F303  086762-79-6 64

2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 52

3 Silane, diphenyl(4-biphenyloxy)p...
4 Apomorphine, bis(trimethylsilyl)-
5 9-Chloro-4,5-dihydro-4-[3,4,5-tr...

Abundance Scan 3188 (21.839 min): BP005274.D\data.ms (-3185) (-
4

m/z-->

5000

o

Abundance

m/z-->

5000

Abundance

m/z-->

5000

Abundance

m/z-->

5000

410 C27H2602S1
411 C23H33N02Si2
410 C22H19CIN204

1000367-49-5 28
074841-68-2 9
1000212-48-1 9

m/z 410.50 100.00%

10.5
57.1
190.2 21.50 ‘22‘00‘
247.2307.3 | - :
S Wi ‘MM et L 4918548y 57,10 65.31%
50 100 150 200 250 300 350 400 450 500 550
#215631: .DELTA.9-THC TFA
410.0
339.0
— —
69.0 21.50 22.00
2290 m/z 411.45 31.17%
o \L‘\U“! J”J“”“M‘J \lu ‘\M‘Jm!L\‘Ih%ﬁu‘nh‘\ .‘h\lll L ‘m‘ \! ‘\H‘ e ‘ ‘} ‘|‘ e
50 100 150 200 250 300 350 400 450 500 550
#215860: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.0
\ T
21.50 22.00
m/z 395.50 29.66%
56.0 134.0 198.0 266.0 33‘8‘0 |
P T T T e e e
50 100 150 200 250 300 350 400 450 500 550
#215870: Silane, diphenyl(4-biphenyloxy)propoxy- ‘ —p—
410.0 21.50 22.00
m/z 190.15 17.55%
199.0
351.0
450 1280 | 2730
m‘HH‘HH‘HH‘HHWH‘mwm‘m_m‘mw — —
50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP0@5274.D

Acqg On : 12 Apr 2021 19:41
Operator : CG/JU

Sample : M1997-02

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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|
Bicyclo[3.1.0]h... 6.199 5.8 ng 79282 1 7.675 272577 20.0
Bicyclo[2.2.1]h... 8.910 2.0 ng 27536 1 7.675 272577 20.0
Bicyclo[3.1.0]h... 9.169 6.0 ng 89736 2 10.469 301368 20.0
unknownl14.163 14.163 6.6 ng 150945 3 14.339 456213 20.0
Pentane, 2,3,3-... 14.239 5.5 ng 126702 3 14.339 456213 20.0
Silane, trichlo... 15.198 8.3 ng 188418 3 14.339 456213 20.0
Tridecane 16.069 12.7 ng 344963 4 17.104 543905 20.0
Dodecane, 1-iodo- 16.869 6.3 ng 170038 4 17.104 543905 20.0
17-Norkaur-15-e... 18.292 33.6 ng 915167 4 17.104 543905 20.0
2-Phenanthrenol... 20.310 16.3 ng 471598 5 21.204 577551 20.0
Cyclotetracosane 20.916 15.6 ng 451639 5 21.204 577551 20.0
Benzoic acid, 2... 20.986 8.9 ng 255900 5 21.204 577551 20.0
.DELTA.9-THC TFA 21.839 8.7 ng 250158 5 21.204 577551 20.0
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