LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124987.D

Acqg On : 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124987.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.439 567 570 574 rBB 64316 50661 30.98% 5.101%
2 6.457 740 743 746 rBB 73453 53121 32.49% 5.349%
3 6.828 803 806 809 rBB 44851 33468 20.47%  3.370%
4 7.386 898 901 904 rBB 37870 32244 19.72%  3.247%
5 8.110 1021 1024 1027 rBB 58254 44917 27.47%  4.523%
6 9.186 1201 1207 1210 rVB 65414 49993 30.57% 5.034%
7 9.574 1270 1273 1277 rBV3 8288 12344  7.55% 1.243%
8 9.616 1277 1280 1285 rBv4 16831 19366 11.84%  1.950%
9 9.733 1297 1300 1302 rBv2 9040 9136 5.59% 0.920%
10 9.774 1304 1307 1310 rVB3 14367 15629 9.56% 1.574%
11  9.869 1315 1323 1325 rBV 83324 87589 53.56% 8.819%
12 9.904 1325 1329 1331 rBV3 10896 13092 8.01% 1.318%
13 10.039 1348 1352 1353 rBV4 11790 16605 10.15% 1.672%
14 10.121 1364 1366 1368 rBvV2 17866 16157 9.88% 1.627%
15 10.186 1374 1377 1378 rBV3 17445 19153 11.71%  1.928%
16 10.210 1378 1381 1383 rVv4 15787 20986 12.83% 2.113%
17 10.274 1389 1392 1395 rBV3 41033 42454 25.96%  4.275%
18 10.663 1455 1458 1462 rBV4 41776 67791 41.46% 6.826%
19 10.798 1478 1481 1484 rBV 121777 118076 72.21% 11.889%

20 11.274 1559 1562 1565 rVB 161456 163523 100.00% 16.465%

21 14.004 2023 2026 2029 rVB 49575 48808 29.85% 4.914%

22 14.898 2175 2178 2181 rVB3 9841 10052 6.15% 1.012%

23 15.121 2213 2216 2222 rVB5 9128 12770 7.81% 1.286%

24 15.456 2268 2273 2276 rBV 23547 27017 16.52% 2.720%

25 15.662 2305 2308 2314 rVB5 5531 8205 5.02% 0.826%
Sum of corrected areas: 993157
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M3293-07 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
BF124987.D

7 Aug 2021 22:15

Ju/CaG

: 14  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.574 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.574 2.82 ng 12344  Acenaphthene-die 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyn-1-o0l 98 C6H100 000764-60-3 27
2 2-Undecyne 152 C11H20 060212-29-5 27
3 Bromoacetic acid, dodecyl ester 306 C14H27Bro02 003674-07-5 14
4 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 14
5 Cyclohexane, 1,1'-(1,2-dimethyl-... 222 C16H30 054889-87-1 14
Abundance Scan 1273 (9.574 min): BF124987.D\data.ms ( 1270) (-) m/z 193.20 100.00%
41.0 193.
95.0
71.1
137.0
5000 M n ﬂ
— mmﬁ
‘ 9.50
Oy IR e m/z 41.05 95.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3541: 2-Hexyn-1-0
41.0
83.0
5000
9 50

m/z 95.05 81.96%

O ‘\\‘”1\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29455: 2-Undecyne
41.0 95.0
Afy

67.0 950
L
0 HHMAN‘Hh‘ﬂ“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206348: Bromoacetic acid, dodecyl ester
55.0 950

m/z 71.10 71.38%

83.0
5000| 59 g
121.0
168.0
| L | 180 i

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.616 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.616 4.42 ng 19366  Acenaphthene-die 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 47
2 Acetone, N2-(4-hydroxy-6-methylp... 180 C8H12N40 066680-04-4 38
3 3-Buten-2-one, 4-(4-chlorophenyl)- 180 C10H9C10 003160-40-5 38
4 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 38
5 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 38
Abundance Scan 1280 (9.616 min): BF124987.D\data.ms (-1277) (-) m/z 165.10 100.00%
165.1
57.1
5000
137.0

910 1110 L

‘ ‘ i I HH L e 62.00
o_m_m_m‘“m HH_HWHH,HH‘ m/z 57.10  62.07%

m/z--> 20 40 100 120 140 160 180

Abundance  #54729: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-

165.0
5000
137.0 9.50 10.00
o 770 1070 m/z 43.00 58.51%
O‘\\\\“‘\‘\U‘\‘\\\\“\\H\\‘\‘\\\‘H‘\‘\‘H‘\‘\‘\\‘\‘\\\’\\\\‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55417: Acetone, N2-(4-hydroxy-6-methylpyrimidin-2-yl)r
165.0
ﬂ A T T ‘ T T ‘ T
39.0 9.50 10.00
5000 m/z 180.10 43.89%
69.0 123.0
ALl
MU N O o W
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #54616: 3-Buten-2-one, 4-(4- chlorophenyl) —— ——
165. 9.50 10.00
m/z 137.00 40.19%
5000
137.0
43.0 102.0
75.0 n
O‘Hm““‘wmu‘!“m“Hu‘u“H“_MH_‘:HHH A —r—
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.733 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.733 2.09 ng 9136  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Allyl-2-methyl-1,3-cyclopentan... 152 C9H1202 026828-48-8 35
2 Methyltrivinylsilane 124 C7H12Si 018244-95-6 25
3 1H-Indene, octahydro- 124 C9H16 000496-10-6 22
4 3-(methylselanyl)propanal 152 C4H80Se 1000366-05-4 22
5 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 18

Abundance Scan 1300 (9.733 min): BF124987.D\data.ms (-1297) (-) m/z 41.10 100.00%

41.1 71.1 96.0
137.1
5000 193.2

— —
I ‘ 9.50 10.00
0t Al T h e m/z 96.00 97.27%

\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30236: 2-Allyl-2-methyl-1,3-cyclopentanedione
41.0 109.0
67.0
5000 ‘ MA m ——
152.0 9.50 10.00

m/z 71.10  83.36%

O' 150 8 ‘\“MM’\?\’%.\b‘H\‘\‘HH’HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11875: Methyltrivinylsilane /\/\
96.0 fm

710 9.50 10.00
5000 45.0 m/z 55.60  81.49%
ok ‘1‘5“0‘\‘“‘ ‘\‘H\‘ ey H\M‘!‘ ‘H\i‘\\h “\‘ . ‘\“]"2’%‘0‘ R M/\/
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12157: 1H-Indene, octahydro- P P
96.0 9.50 10.00
m/z 57.10 76.76%

5000 43.0 67.0
124.0
i \“ TR ‘\ M

B
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.774 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.774 3.57 ng 15629  Acenaphthene-die 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 43
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 43
3 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C1OH17Br 059474-03-2 22
4 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 22
5 5-Dodecyne 166 C12H22 019780-12-2 16

Abundance Scan 1307 (9.774 min): BF124987.D\data.ms (-1304) (-) m/z 41.10 100.00%

41.1
69.0
97.1 193.1
137.1
5000
—r —
| ‘ M L6506 9.50 10.00
om_m_m : H_m_m‘ ““‘ m/z 69.85  77.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85242: 1-Ethynylcyclododecano
5000 — —
9.50 10.00
123.0 m/z 193.10 75.48%
151.0
O' \ \M\‘H‘ \‘\“\ T “ \‘ \]-\7\?\0\\ \2‘0\\7\0\‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane
69.0
9.50 10.00
5000 41.0 109.0 1370 m/z 81.05 74.66%
o}ﬁemu‘wmJANWUMJM‘HHM‘H_H‘“HW‘HWH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93657: Bicyclo[6.1.0Jnonane, 9-bromo-9-methyl-, (L.alpt A5 ——
81.0 9.50 10.00
137.0 ITI/Z 97.10 69.14%
5000 55.0
27.0
0 it sre 2100 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl@.039 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.039 3.79 ng 16605  Acenaphthene-die 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-9-Methyl-8-tridecen-2-0l, acetate 254 C16H3002 1000131-35-6 12
2 1-Naphthalenol, decahydro-4a-met... 168 C11H200 054972-52-0 10
3 Ethanone, 1-(3,3-dimethylbicyclo... 166 C11H180 015780-34-4 10
4 2-Phenyl-1,3-thiazole-4-carbalde... 189 C10H7NOS 020949-81-9 9
5 4-Hydroxy-.beta.-thujone 168 C10H1602 273406-45-4 9

Abundance Scan1352(10039num BF124987.D\data.ms (-1348) (- m/z 55.00 100.00%

55 97.1
189.0
5000 128.0
T T
‘ ‘ | 10.00
ol b L, I w/z s7.65  97.76%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #140873: E-9-Methyl-8-tridecen-2-ol, acetate
43.0
5000 —— :
97.0 10.00
m/z 97.10 97.53%
O TTT ‘ TTTT “\ T \‘M“ \%\‘\“Hw\ \h”‘ T \N ‘\i}“\ T \“ T \‘\}‘6\?\9‘]\-?\?‘9\\2\2‘:\3\\0\ ‘2\\5\4\‘\0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #43393: 1-Naphthalenol, decahydro-4a-methyl-
55.0
T T
135.0
97.0 10.00 .
5000 ITI/Z 43.05 69.61%
27,0
: L o
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41482: Ethanone, 1-(3,3-dimethylbicyclo[2.2.1]hept-2-yI] P ‘
43.0 10.00
123.0 m/z 67.10 68.90%
5000 8L.0 M
1 10
m/z--> 20 40 60 80 100120140160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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@.121 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.121 3.69 ng 16157 Acenaphthene-die 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 38
2 Octacosane 394 (C28H58 000630-02-4 38
3 Heptadecane 240 C17H36 000629-78-7 38
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 38
5 Hexacosane 366 C26H54 000630-01-3 38

Abundance Scan 1366 (10.121 min): BF124987.D\data.ms (-1364) (- m/z 57.05 100.00%

57.0
5000 133.0
—— —
‘ M 7‘7'1 10.00 10.50
omﬂ L — m/z 43.10  99.35%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — —
10.00 10.50
9.0 m/z 41.10 87.91%
\\\\‘ Y\‘\\\\‘\\\‘\\\\‘\1\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— —
10.00 10.50
5000 m/z 71.10 76.05%
oL \\ | 141018302250 2810 337.0 394
gl e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane A 7 —
57.0 10.00 10.50
m/z 85.10 65.98%
5000
9.0
‘“ HA \14101830 2400
0 1 | L 1 ,

m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF080421.M Mon Aug 09 15:46:34 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl1©.186 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.186 4.37 ng 19153  Acenaphthene-die 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toxoflavin 193 C7H7N502 000084-82-2 14
2 (+)-Longicamphenylone 206 C14H220 1000161-37-1 10
3 Benzonitrile, 3,4,5-trimethoxy- 193 C10H11NO3 001885-35-4 10
4 1,2-0Oxazino[2,3-b]isoquinoline, ... 193 C12H19NO 1000196-68-0 10
5 Pent-2-en-2-0l, 4-(2-mercaptophe... 207 C11H13NOS 028788-72-9 10

Abundance Scan 1377 (10.186 min): BF124987.D\data.ms (-1374) (- m/z 41.10 100.00%

41.1
69.1 109.1 193.1
165.
5000
—— —
B ‘H ‘ “ ‘ 10.00 10.50
0 bt _m,w HN MW‘MH Ll m/z s55.16 99.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68181: Toxoflavin
109.0 136.0 198.0
83.0
5000 7 —
430 10.00 10.50
' 165.0 m/z 109.05  87.87%
O\\\\‘\\\\‘\\\H“\ ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82732: (+)-Longicamphenylone
206.0
—— —
10.00 10.50
5000 41.0 610 109.0 145.0 ITI/Z 69.10 86.24%
’ 175.0
o -
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #67570: Benzonitrile, 3,4,5-trimethoxy- T —
193.0 10.00 10.50
m/z 193.10  81.21%
5000
64.0 135.0
15.0
| a0 ik I
omwHm‘“_“wW‘“!“‘,H‘wl“wHUWuw‘uw‘_u“_m SR L RIS
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 wunknownl@.210 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.210 4.79 ng 20986  Acenaphthene-die 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 27
2 Cis-3-ethyl-endo-tricyclo[5.2.1.... 164 C12H20 1010215-29-1 25
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 22
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 22
5 Santolina epoxide 152 C10H160 060485-45-2 22
Abundance Scan 1381 (10.210 min): BF124987.D\data.ms (-1378) (- m/z 95.10 100.00%
95.1 206.2
67.1
41.1
135.0
5000
164 1
—— —
VLR e
0 bl Ll “w‘ J‘mw _m_m‘ m/z 206.20  93.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11988: 4-Ethyl-2-hexyna
670 930
41.0
5000
10.00 10.50
m/z 67.10  73.95%
123.0
O' ‘\\‘\\“i\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39822: Cis-3-ethyl-endo-tricyclo[5.2.1.0(2.6)]decane
95.0
—— —
670 10.00 10.50
: m/z 109.10 67.60%
5000 135.0 /
41 0
0 Wm_w il bl 1e40
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene —— —
95.0 10.00 10.50
67.0 m/z 41.10 65.89%
5000
41.0
ol220 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl@.274 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.274 9.69 ng 42454  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1As-(1la.alpha.,4b.beta.,8as)-4a... 206 C14H220 082262-79-1 46
2 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 43
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 35
4 5-Isopropyl-2H-pyrazole-3-carbal... 138 C7H10N20 1000410-48-4 30
5 di-t-Butylacetylene 138 C10H18 017530-24-4 30

Abundance Scan 1392 (10.274 min): BF124987.D\data.ms (-1389) (-  m/z 123.10 100.00%

123.1
41.1
81.1
5000 207.2
P e
\H‘\ [ \h h P Y 10 e
obr—r H_wauum _m_m_w” m/z 41.10 76.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82859: (1As-(la.alpha.,4b.beta.,8as)-4a,8,8-trimethyloct
128.0
5000 — —
10.00 10.50
550  93.0 206.0 m/z 81.10 68.58%
270 163.0 ‘
O' [ W\H“\\h\\“}\\‘\“\1‘\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)-
128.0
P e
10.00 10.50
5000 ITI/Z 55.05 61.81%
207.0
o 290 570 950 | 165.0 ‘
R R e e e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thia P ——
123.0 10.00 10.50
55.0 .
m/z 109.10 58.43%
5000 9.0
222.0
0 H‘ h‘u\ |l \ l, | LSlO 1790
e et e e e —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF0O80421.M Mon Aug 09 15:46:36 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.798 14.44 ng 118076  Phenanthrene-die 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 86
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 78
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 64

Abundance Scan 1481 (10.798 min): BF124987.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1

3

5000
85.1
1271 1831 10.50 11.00
ot b L 2L 181 am2 e 7.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 i e
10.50 11.00
m/z 43.10 63.78%
113.0 /
O ’HH“‘\‘H “\‘\h}\‘w\\\H‘\\H\‘\\H‘]\-5\5‘9\\‘\1\9\1‘6‘\0\\\‘\2\\3\8‘\\0\?’6\\7\\0’\\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-

5

57.0
10.50 11.00
5000 m/z 41.10 36.72%
113.0 183.0
,w‘m"""""""""""""""""“w_m‘w,w,m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl- T ——
57.0 10.50 11.00
m/z 85.10  25.85%
5000
99.0
0 Ll “ | 1410 1830  239.0
,mw""""""""""""""""""“w‘w‘w,w,m —— —
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.274 20.00 ng 163523  Phenanthrene-die 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 86

Abundance Scan 1562 (11.274 min): BF124987.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1

5000 W
9.1 11.00 1150
41.1183.1 : '
olALb L H 222 m/z 71.10 67.43%
m/z--> 50 100 150 200 250 300 350
Abundance #123969: Hexadecane, 2-methyl-
57.0
5000 — e
11.00 11.50
70 m/z 43.10 56.54%
O \\‘i‘\hh \‘h\“ \‘\]E f“‘\\\\“\\2\4.\0‘0\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—r —
11.00 11.50
5000 m/z 85.10  38.82%
ob- “M ! W M 101830 2300 2960
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50
m/z 41.10 33.21%
5000 M
oL | | | F || 141.0183.0 225.0 267.0 3230 380
““‘ R R R e e —r —r
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.898 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.898 7.44 ng 10052 Perylene-di2 15.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanal 170 C11H220 000112-44-7 40
2 Decanenitrile 153 C1OH19N 001975-78-6 38
3 11-Hexadecen-1-0l, (Z)- 240 C16H320 056683-54-6 37
4 2-Propenoic acid, undec-10-enyl ... 224 C14H2402 020763-72-8 32
5 Bicyclo[5.2.0]nonane, 1,7-dimeth... 152 C11H20 020130-83-0 32
Abundance Scan 2178 (14.898 min): BF124987.D\data.ms (-2175) (. m/z 43.00 100.00%
43.0 82.1
5000
110.1 137.0
— ——
14.50 15.00
ot e A e e e m/z 82.10 93.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45361: Undecanal
41.0
5000 82.0 WWMHMA A
14.50 15.00
m/z 96.00 62.11%
126.0
oI350 Ll 1520
T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30393: Decanenitrile
41.0
4 T
14.50 15.00
5000 82.0 m/z 41.60  56.46%
110.0
0 15\0 I I i I ‘ ‘138'0
\\\‘\\\\‘\\\ \\‘\\\‘\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #123940: 11-Hexadecen-1-ol, (Z)- — ——
55.0 14.50 15.00
m/z 55.10 54.96%
82.0
5000
29.0 109.0
0 [yl ‘\ H\ ‘\1370 222C
1 At e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15

Operator : JU/CG

Sample : M3293-07 2X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptafluorobutyric acid, n-... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.121 9.45 ng 12770 Perylene-di2 15.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64
2 Triacontyl acetate 480 C32H6402 041755-58-2 50
3 Octacosanol 410 C28H580 000557-61-9 47
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 47
5 Butyl tetradecyl ether 270 C18H380 1000406-40-4 47

Abundance Scan 2216 (15.121 min): BF124987.D\data.ms (-2213) (. m/z 69.00 100.00%
69.0
5000 123.1
—— —
‘ 206.9 15.00 15.50
om_""‘H"H‘wum_‘H_m_m_m_m m/z 43.18  93.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 —r— ——
111.0 15.00 15.50
} 169.0 m/z 55.10  88.21%
O \\J\ “\ \\‘\‘“\J‘\\q‘“\1\\‘\\2\4fl‘\0\\\‘\\\\‘\:\3\9\2‘\0\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #334198: Triacontyl acetate
43.0
97.0 —— e
15.00 15.50
5000 m/z 57.00 80.23%
oLl H I 209 0264.0 3340 4200 480,
e “H‘ Jth iy : : e R
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol T —
57.0 15.00 15.50
m/z 56.00 70.75%
5000 111.0
ol b { h 1‘ 1167.0222.0 292.0 392.0
“‘w“‘w“““‘w“‘w“ R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50

8270-BF080421
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.662 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.662 6.07 ng 8205  Perylene-d12 15.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Cyclohexyl-1-pentene 152 C11H20 005729-54-4 43
2 Hexadecanal 240 C16H320 000629-80-1 43
3 Tridecanal 198 C13H260 010486-19-8 35
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 32
5 cis-1,2-Cyclododecanediol 200 C12H2402 004422-05-3 27
Abundance Scan 2308 (15.662 min): BF124987.D\data.ms (-2305) (1  m/z 109.00 100.00%
57.0 109.0 207.1
82.1
5000
15.50 16.00
O rrrrrrrp e e e e e e e e m/z 57.00 97.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29485: 5-Cyclohexyl-1-pentene
55.0 96.0
5000 —r ——
15.50 16.00
m/z 207.10 91.79%
29.0
G L fsors2o
OH\‘\‘\\\i“\\\u“\‘\‘\\‘}}\\ ‘\H\\“‘W\H‘H!\‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123917: Hexadecanal
57.0 82.0
T .
15.50 16.00
5000 m/z 55.00 90.30%
29.0 09.0
137.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73887: Tridecanal T ——
57.0 82.0 15.50 16.00
m/z 96.10 82.46%
5000
29.0
09.0 154.0
AR 1 O O AN I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124987.D

Acqg On : 7 Aug 2021 22:15
Operator : JU/CG

Sample : M3293-07 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown9.574 9.574 2.8 ng 12344 3 9.869 87589 20.0
unknown9.616 9.616 4.4 ng 19366 3 9.869 87589 20.0
unknown9.733 9.733 2.1 ng 9136 3 9.869 87589 20.0
unknown9.774 9.774 3.6 ng 15629 3 9.869 87589 20.0
unknown10.039 10.039 3.8 ng 16605 3 9.869 87589 20.0
unknownl10.121 10.121 3.7 ng 16157 3 9.869 87589 20.0
unknown10.186 10.186 4.4 ng 19153 3 9.869 87589 20.0
unknown10.210 10.210 4.8 ng 20986 3 9.869 87589 20.0
unknown10.274 10.274 9.7 ng 42454 3 9.869 87589 20.0
Octadecane, 2,6... 10.798 14.4 ng 118076 4 11.368 163523 20.0
Hexadecane, 2-m... 11.274 20.0 ng 163523 4 11.368 163523 20.0
unknown14.898 14.898 7.4 ng 10052 6 15.456 27017 20.0
Heptafluorobuty... 15.121 9.4 ng 12770 6 15.456 27017 20.0
unknownl15.662 15.662 6.1 ng 8205 6 15.456 27017 20.0
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