LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP©04002.D

Acqg On : 18 Nov 2020 19:58 Instrument :
Operator : CG/JU BNA_P

Sample : L4770-01 ClientSampleld :
Misc : FJ-BH-01-0-1

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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@0@4002.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.922 3 6 25 rVB 3568848 5186289 63.43% 10.709%
2 3.081 27 33 45 rVW 3897366 8175788 100.00% 16.881%
3 3.175 45 49 58 rVB 299774 486563 5.95% 1.005%
4 3,387 80 85 97 rVvB 59094 112246 1.37% 0.232%
5 5.281 401 407 414 rVvB 139552 209746  2.57% 0.433%
6 5.811 489 497 515 rBV 2219656 3398413 41.57% 7.017%
7 7.463 770 778 790 rBV 2061451 3402389 41.62% 7.025%
8 7.852 839 844 851 rBV 83687 126779 1.55% 0.262%
9 8.287 911 918 925 rBvV 575130 938580 11.48% 1.938%
10 9.452 1103 1116 1125 rBV 1291354 2228544 27.26% 4.601%

11 11.116 1389 1399 1405 rBV 736570 1295745 15.85%
12 13.528 1802 1809 1822 rBV 3054165 4606484 56.34%
13 13.728 1838 1843 1851 rBV5 58289 136853 1.67%
14 14.334 1941 1946 1951 rBV 476120 701570  8.58%
15 14.381 1951 1954 1958 rVB 67543 84582 1.03%

ORroOouUN
N
00
w
B

16 14.634 1992 1997 2002 rBV 69977 114275 1.40%
17 14.910 2038 2044 2051 rVB2 1009076 1505356 18.41%
18 15.728 2180 2183 2188 rVB2 66997 84665 1.04%

OO WO
=
N
U1
S

19 16.139 2246 2253 2261 rVB2 76387 172393 2.11% 356%
20 16.392 2291 2296 2310 rBV 2007602 2859877 34.98% 905%
21 16.616 2330 2334 2340 rVB2 175885 256075 3.13% ©.529%
22 17.151 2421 2425 2430 rBV2 139475 228361 2.79% 0.472%
23 17.433 2469 2473 2477 rBV 111550 154114 1.89% 0.318%
24 17.645 2503 2509 2513 rBV 1171167 1686506 20.63%  3.482%
25 17.686 2513 2516 2524 rVV 222812 345185 4.22% ©.713%
26 17.775 2528 2531 2537 rVB 95858 138470 1.69% ©.286%
27 18.486 2648 2652 2656 rBv2 131554 216078 2.64%  0.446%
28 18.580 2665 2668 2671 rBV3 66941 91162 1.12% ©.188%
29 18.680 2681 2685 2688 rBv4 92306 155146 1.90% 0.320%
30 19.227 2776 2778 2785 rBV2 135074 216944  2.65%  0.448%

31 19.622 2841 2845 2850 rVB 436785 574468 7.03% 1.186%
32 19.969 2901 2904 2911 rVB 494630 637137 7.79%  1.316%
33 20.139 2928 2933 2939 rVB 4364057 5411003 66.18% 11.173%
34 21.327 3132 3135 3146 rVB 814946 1130831 13.83%  2.335%
35 21.680 3192 3195 3199 rVB 1096004 1362651 16.67%  2.814%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP©04002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample : L4770-01

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_ P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 48431268
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP004002.D\data.ms
5000000

400000013.081
024

3000000

5811 7.463

2000000

9.452

1000000
8.287 11.116

175
3.387 5.281 7.852

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP004002.D\data.ms

5000000 20.139

4000000

13.528
3000000

16.392

2000000

1000000

R i e e e e e

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP004002.D\data.ms
5000000

4000000
21.680

3000000 21.397

2000000

1000000

O|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Propane, 2,2-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.922 110.51 ng 5186290 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15C10 100244-09-5 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 6 (2.922 min): BP004002.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 /k
R AR EEE RS
3.003.103.203.30
ol dill 15512249 3162376444125035 1/, 4300 53.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 T[T T T[T T[T T[T 1
3.003.103.203.30
m/z 89.00 30.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
3.003.103.203.30
5000 m/z 41.10 10.85%
5.0
B B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8706: 2-Hydroxy-2-methylbutyric acid R e RAAAN
73.0 3.003.103.203.30
m/z 45.10 8.57%
5000
aiti
0‘JHDWM\¥p\u,\u\,H\w\\u‘\u\w\\w\\u‘\u\w\\w\ R EREmassase R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Cyclohexane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.081 174.22 ng 8175790 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 95
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 64
4 1-Hexene 84 C6H12 000592-41-6 53
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
Abundance  Scan 33 (3.081 min): BP004002.D\data.ms (-27) (-) m/z 56.05 100.00%

56.0
5000

3.00 3.20 3.40

obAdll 1508 22172809 370943084999 ) gaes  64.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56.0
5000 LI L B L B B B

3.00 320 3.40
m/z 41.05 55.83%

“‘d I
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0

3.00 320 3.40

o

5000 ITI z 55.10 37.04%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3522: Cyanic acid, 2-methylpropyl ester AR e
41.0 3.00 320 340

m/z 69.05 25.77%

5000
| 500
0 L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.175 10.37 ng 486563 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 49 (3.175 min): BP004002.D\data.ms (-45) (-) m/z 73.05 100.00%

73.0
5000
M
‘ ‘ 3.00 3.20 3.40 3.60
ol ALll 1430 2172 3010 414848265421 ) 4305 39.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L LA AL L L B B O
3.00 3.20 3.40 3.60
“ ‘ m/z 87.10  25.71%
O ‘\\“\‘\““\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e
3.00 3.20 3.40 3.60
5000 m/z 55.10 25.25%
o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1995: Silane, tetramethyl- R R
73.0 3.00 3.20 3.40 3.60
m/z 45.00 10.96%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Heptane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.387 2.39 ng 112246  1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
3 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 38
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 37
5 Ether, 6-methylheptyl vinyl 156 C10H200 010573-35-0 33
Abundance  Scan 85 (3.387 min): BP004002.D\data.ms (-80) (-) m/z 43.05 100.00%
- /\_J\J\
RARRAREEEE
‘ ‘ 20.8 3.00 3.20 3.40 3.60 3.80
ol ki) 4298 192.7 2690 356.1422.84889548) 1/, 41,10  58.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3970: Heptane
43.0
5000 [T T[T I T T T TTTr T
3.00 3.20 3.40 3.60 3.80
m/z 57.05 48.12%
O ‘\J\\““\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T
3.00 3.20 3.40 3.60 3.80
5000 m/z 71.10 47.91%
B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #12333: Propanoic acid, 2-methyl-, 2-propeny! ester I AARNEEEREEE N
43.0 3.00 3.20 3.40 3.60 3.80
m/z 56.00  25.93%
5000
AIRETY
e RamaEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.281 4.47 ng 209746  1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
Abundance Scan 407 (5.281 min): BP004002.D\data.ms (-401) (-) m/z 43.00 100.00%
3.0
5000
101.0 T T T T
‘ ’ R 5.00 5.20 5.40 5.60
Olbprrrbdd 2069 2808 3551 4700 8422 n/z 59.05  57.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L B LR
5.00 5.20 5.40 5.60
m/z 101.00  18.49%
101.0
O‘\\”\“\‘“\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
R AR REERNE RS
5.00 5.20 5.40 5.60
5000 m/z 58.00 15.96%
0 126.0
I e B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686 1-Propen-2-ol, acetate PR T
43.0 5.00 5.20 5.40 5.60
m/z 41.05 8.53%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.852 2.70 ng 126779 1,4-Dichlorobenzene-d4 8.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90

2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 L-Lactic acid 90 C3H603 000079-33-4 37

Abundance Scan 844 (7.852 min): BP004002.D\data.ms (-839) (-)
45.0

m/z 45.05 100.00%

5000

A SSS  NES—
1040 7.60 7.80 8.00 8.20
Ol i 1688 266.0324.6 393.9452.15101 /7 59.00  34.35%

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

Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘A"\[\km‘mu‘uu‘uu‘u\
7.60 7.80 8.00 8.20
m/z 72.05 19.14%
4 t‘h104.0
O‘\H\\\l‘\\\\‘“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
T
7.60 7.80 8.00 8.20
5000 m/z 43.00 14.14%
o e

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

Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- ARRNEEEEN R s
45.0 7.60 7.80 8.00 8.20
m/z 73.05 12.31%
5000
o‘”'*l, et Varde)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270-BP110320.M Thu Nov 19 11:56:38 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.139 2.29 ng 172393  Acenaphthene-die 14.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Eicosane, 3-methyl- 296 C21H44 006418-46-8 86
3 Tridecane 184 C13H28 000629-50-5 72
4 Octacosane 394 (C28H58 000630-02-4 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 2253 (16.139 min): BP004002.D\data.ms (-2246) (- m/z 57.05 100.00%

57.0
5000

— —
16.00 16.50

|| ,‘ [], 1691 2395 3141 4000 490.1549.

0 ‘ m/z 43.10 45.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
16.00 16.50

m/z 71.10  45.39%

l u‘ 4270 2110

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

57.0

— —T
16.00 16.50

o

5000 ITI/Z 41.10 24 .44%
0 1270 1970 i M\/\M/j/\
R R A R R e N R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48831: Tridecane T —
57.0 16.00 16.50

m/z 85.05 24.09%

h M/\/\/\/\JJ\
J‘ 1 1‘ I].27.0184.0

0 b A o P e e e — —
miz--> 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\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.616 3.04 ng 256075  Phenanthrene-die 17.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 70
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 68
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 2334 (16.616 min): BP004002.D\data.ms (-2330) (- m/z 57.10 100.00%
57.1
2000 h\/J\\N/\W
—— —
‘ { F 13|4 1 16.50 17.00
0 b L k'_‘u 2471 319.2 401145905156 — n/z 71.10  79.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 —— ——
16.50 17.00
m/z 43.10 52.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—— —
16.50 17.00
5000 m/z 41.10 23.88%
0 142.0 &wMMV%quWMWAﬂAAP
AR e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #182581: Sulfurous acid, 2-ethylhexyl undecyl ester —— —
57.0 16.50 17.00
m/z 56.10 22.98%
- W
i ‘ 155.0
O e e — —
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\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 n-Dodecyl methacrylate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.151 2.71 ng 228361 Phenanthrene-die 17.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 87
2 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 83
3 1-Tridecene 182 C13H26 002437-56-1 81
4 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 64
5 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 62

Abundance Scan 2425 (17.151 min): BP004002.D\data.ms (-2421) (- m/z 69.00 100.00%

69.0
5000

—
167.1 17.00 17.50

o kALl binil) 2273 | 330.1391.0449.25143 /0 41 10 o1.07%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105677: n-Dodecyl methacrylate
69.0

5000

— —
17.00 17.50

m/z 87.00  73.24%

} 168.0
HJMM‘HH“WLMLH\?§§£‘H\‘H‘M“W‘H‘M“W‘H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

69.0

T
17.00 17.50

o

5000 m/z 43.10 59.91%
o KAWMJUVWfkﬂﬁﬂAVMA
O e T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47266: 1-Tridecene P P
43.0 17.00 17.50

m/z 57.10 53.15%

10 1820
L

ou‘HHH‘me‘L_H‘_HW‘HWH‘WHH‘HHM‘HM — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1H-Indene, 2-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.486 2.56 ng 216078  Phenanthrene-die 17.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 78
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 78
Abundance Scan 2652 (18.486 min): BP004002.D\data.ms (-2648) (- m/z 192.10 100.00%
192.1
5000
57.1
=
H d 129.0 18.50
256.1
0 J“ Wb s dpubd 2507 3312 4033 5062 ;19116 63.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54727: 1H-Indene, 2-phenyl-
192.0
5000 1
18.50
m/z 57.10  32.44%
51.0 115.0
O\\‘\l\il\L\\‘\“‘\\\‘\‘\l\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
192.0
——
18.50
5000 m/z 43.10 32.07%
39,0 96.0 JkAﬁMﬁwfvﬂﬂANVA4ﬂmJ
T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54753: Phenanthrene, 1-methyl- —
192.0 18.50
m/z 189.05 30.94%
0 63.0. .1261Q i
e e e e e F
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample . L4770-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 unknown19.227 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.227 2.57 ng 216944  Phenanthrene-die 17.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 43
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 38
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 32

Abundance Scan 2778 (19.227 min): BP004002.D\data.ms (-2776) (- m/z 57.10 100.00%
57.1

3

5000
—— —
’ 169.1 2581 3301 19.00 19.50
bbb J70 2981 3301 395.3 462.35201 1/, 113,10 43.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T —
19.00 19.50
m/z 97.10 40.42%
O’\J‘l|‘l1’16‘8.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—— —
19.00 19.50
5000 m/z 55.10 29.47%
119.0
0 177.0 261.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate P P
57.0 19.00 19.50
m/z 83.10 18.72%

5000

| J‘ | 1270 2110
L .

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\

Library Search Compound Report

BP004002.D
. 18
: CG/JU

L4770-01

14

Quant Title

TIC Library

Nov 2020 19:58

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 1-Nonadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.327 16.60 ng 1130830 Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 87
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87

Abundance Scan 3135 (21.327 min): BP004002.D\data.ms (-3132) (-
57.1

m/z 57.10 100.00%

s

5000
234.1
— e
1F5-1 2103 21.00 21.50
o kbl o 349341004602 5404 . 4310 84.87%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
97.0
5000 — ——
21.00 21.50
29.0 m/z 55.10 70.08%
oL UL 1680 2660
‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
— e
21.00 21.50
5000 m/z 83.10 61.59%
125.0
196.0 308.0 454.0
o e

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

Abundance #202424: Nonadecyl trifluoroacetate — ——
57.0 21.00 21.50
m/z 69.10 53.08%
5000
125.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

8270-BP110320.M Thu Nov 19 11:56:41 2020
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111820\
Data File : BP004002.D

Acqg On : 18 Nov 2020 19:58
Operator : CG/JU

Sample : L4770-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
Propane, 2,2-di... 2.922 110.5 ng 5186290 1 8.287 938580 20.0
Cyclohexane 3.081 174.2 ng 8175790 1  8.287 938580 20.0
Butane, 2-metho... 3.175 10.4 ng 486563 1 8.287 938580 20.0
Heptane 3.387 2.4 ng 112246 1 8.287 938580 20.0
2-Pentanone, 4-... 5.281 4.5 ng 209746 1 8.287 938580 20.0
Ethanol, 2-(2-e... 7.852 2.7 ng 126779 1 8.287 938580 20.0
Pentadecane, 2,... 16.139 2.3 ng 172393 3 14.910 1505360 20.0
Pentadecane, 2,... 16.616 3.0 ng 256075 4 17.645 1686510 20.0
n-Dodecyl metha... 17.151 2.7 ng 228361 4 17.645 1686510 20.0
1H-Indene, 2-ph... 18.486 2.6 ng 216078 4 17.645 1686510 20.0
unknown19.227 19.227 2.6 ng 216944 4 17.645 1686510 20.0
1-Nonadecene 21.327 16.6 ng 1130830 5 21.680 1362650 20.0
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