LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5820.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.123 4 6 17 rVB 51261 67643 1.57% 0.340%
2 3.270 26 31 35 rVB 52660 67519 1.57% 0.339%
3 5.052 328 334 342 rVB2 61987 94666  2.20% 0.475%
4 5.517 406 413 423 rBV 1287624 1878088 43.69% 9.430%
5 7.117 678 685 695 rBV 1166827 1833922 42.66% 9.208%

6 7.952 821 827 835 rBV 247969 386384 8
7 9.116 1016 1025 1034 rBV 686474 1122475 26.
8 10.758 1297 1304 1314 rBV 273118 486462 11.32%
9 12.028 1506 1520 1527 rBV 18204 48786 1
10 13.028 1683 1690 1713 rBV 98982 259850 6

R ONUV R
IS
IS
N
R

11 13.204 1713 1720 1738 rVB 1724494 2611831 60.75% 13.
12 14.034 1845 1861 1873 rBV 313030 490345 11.41%
13 14.575 1947 1953 1965 rBV 420303 628867 14.63%
14 16.063 2198 2206 2224 rBV 1340986 1938390 45.09%
15 17.322 2413 2420 2431 rBV 533824 765081 17.80%

w o wN w
=
Ul
~N
B

16 19.863 2847 2852 2859 rBV 3560469 4299117 100.00% 21.
17 21.092 3057 3061 3070 rBV 408917 606517 14.11%
18 21.386 3106 3111 3117 rBV 798585 1050331 24.43%
19 23.804 3516 3522 3532 rVB2 612840 1280622 29.79%

oUWk
N
~
N
R

Sum of corrected areas: 19916896
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005820.D\data.ms
3500000

3000000
2500000
2000000

1500000
5.517 7117
1000000
9.116
500000 7.952 10.758
370 5.052
0\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 4.00 450 5,00 5.50 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP005820.D\data.ms

3500000 19.863

3000000
2500000

2000000
13.204

1500000 16.063

1000000

17.322

500000 14.034 14.575

12.028 13.02

e I (T L R

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP005820.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000 21.386 23.804

21.092
500000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ 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\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 unknown3.123 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.123 3.50 ng 67643 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 38

2 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9

3 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9

4 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9

5 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9C102 000097-97-2 9

Abundance Scan 6 (3.123 min): BP005820.D\data.ms (-4) (-) m/z 75.00 100.00%
78.0

//>>

5000
T T T
} 140.9 206.9 3571 3.203.303.403.50
Ok H102 2009269.3 3571 43014930 m/z 45.00  27.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #47394: 3-Bromopropionaldehyde dimethyl acetal
73.0
5000 TTT [T T T[T T T T[T T TTTr 1
3.203.303.403.50
151.0 m/z 46.95 22.38%
O]‘.\S;Ql\\l““\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2245: Silanol, trimethyl-
75.0
e
3.203.303.403.50
5000 ITI/Z 73.00 22.19%
0"‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4987: Glycolaldehyde dimethyl acetal ST
75.0 3.203.303.403.50
m/z 41.05 13.52%
5000
59
S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27

Operator : CG/JU

Sample : M2612-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2 Heptane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.270 3.49 ng 67519 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptane 100 C7H16 000142-82-5 91

2 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 72

3 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 59

4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 53

5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance  Scan 31 (3.270 min): BP005820.D\data.ms (-26) (-) m/z 43.00 100.00%

43.0
LA e RIS
J 10&0 1931 2810 3.20 340 3.60
o A FOLD 2052 2810 38604150 5180 n/z 71.05  77.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3972: Heptane
43.0
5000 Tt T T Tt
3.20 340 3.60
1 m/z 41.00 69.56%
O‘\\‘\ ‘J‘\]\_‘(\)‘[]_\-9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #113724: Sulfurous acid, octyl 2-pentyl ester
71.0
R R e
3.20 340 3.60
5000 ITI/Z 57.05 58.23%
o_wk“ e A8 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19215: Heptane, 3,3,5-trimethyl- A e o e
71.0 3.20 340 3.60
m/z 70.05 37.78%
) L
o_ﬂ“p‘u e e e e R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.052 4.90 ng 94666 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53

2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 47

3 Butanoic acid, 3-hydroxy-3-methy... 132 C6H1203 006149-45-7 38

4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35

5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 32

Abundance Scan 334 (5.052 min): BP005820.D\data.ms (-328) (-) m/z 43.00 100.00%

43.0
5000
101.0

4.80 5.00 5.20 5.40

207.0266.9 341.1 434.7 520.8

Ol 25000 4L L A3AT 5208 - myz 59.05  61.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L I L I
4.80 5.00 5.20 5.40
m/z 100.95 32.04%
101.0
O‘\J\“f‘%[l \\‘\‘[‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
R AR ARRES
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.95%
L, o
ol H b e e e e e e

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

Abundance #14332: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester PP ST
43.0 4.80 5.00 5.20 5.40
m/z 40.95 11.08%

5000
117.0

L

ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Cyclohexasiloxane, dodecame... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.028 2.01 ng 48786 Naphthalene-d8 10.758
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexasiloxane, dodecamethyl- 444 C12H3606S1i6 000540-97-6 86
2 Silane, [[(3.beta.,11.beta.,20S)... 638 C33H6604Si4 032221-72-0 38
3 2-Phenylcyclopropionamide, N-(4-... 341 C22H19N30 303097-62-3 25
4 Silane, diethyl(trans-4-methylcy... 370 C22H4602Si 1000363-56-8 17

5 4,6-Bis(4-fluoro-3-(trifluoromet... 452 C18H8F8N203 1000332-53-9 12

Abundance Scan 1520 (12.028 min): BP005820.D\data.ms (-1506) (-  m/z 73.00 100.00%
3.0

T 340.9
5000
429.1
146.9 S ‘
12.00
266.8
Otk b bbb bbb oS 2 e M/Z 340.95  80.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #225658: Cyclohexasiloxane, dodecamethyl-
73.0
5000 . :
341.0 12.00
1470 429.0 m/z 342.00  32.39%
271.0
O\H\“‘H\\‘\H\‘\\H‘l\\\\‘\\H‘H\\‘\H\‘\\\l\‘\H\‘\\H‘H\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241944: Silane, [[(3.beta.,11.beta.,20S)-pregn-5-ene-3,1
75.0 251.0
341.0 M :
147.0 12.00
5000 ITI/Z 429.05 32.01%
s
o bl 088
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #177764: 2-Phenylcyclopropionamide, N-(4-phenylazo)pt - ‘
77.0 341.0 12.00
m/z 324.95 24.83%
5000 197.0 \J\/\/\M
o‘H‘L‘\ml‘\‘w"“MMJ‘Mffl?w PP L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Phenol, 2,4-dibromo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.028 8.26 ng 259850  Acenaphthene-die 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol, 2,6-dibromo- 250 C6H4Br20 000608-33-3 97
3 2-Pyridinamine, 3,5-dibromo- 250 C5H4Br2N2 035486-42-1 38
4 Mercury, chloromethyl- 252 CH3ClHg 000115-09-3 10
5 Phenol, 2,4-dibromo-, acetate 292 C8H6Br202 036914-79-1 10

Abundance Scan 1690 (13.028 min): BP005820.D\data.ms (-1683) (- m/z 251.85 100.00%
251.8

%

5000/ 630
143.0 T \
} _ 13.00
ol hitpd J’_!'H_cm e oi09 42004889548, /7 249.90  54.48%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102626: Phenol, 2,4-dibromo-
250.0
63.0
5000 T T

13.00
m/z 253.90  49.80%

| ”llll I “ I

‘Hrw\!H’H'H‘HH‘HH TT T T[T T T [T I T T[T T T[T TTT[TTITT]T

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

o
=
N
w
o

Abundance #102628: Phenol, 2,6-dibromo-
252.0
—— ‘
63.0 13.00
5000 ITI/Z 62.95 48.56%
143.0
o_Hl\“‘{uw‘,‘um‘\‘_wu_m e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102621: 2-Pyridinamine, 3,5-dibromo- — ‘
252.0 13.00
m/z 143.00 20.28%
5000 92.0
171.0
ol B L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Heptacosyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.092 11.55 ng 606517 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3061 (21.092 min): BP005820.D\data.ms (-3057) (- m/z 83.05 100.00%

83.0
5000
T T I
| ‘EP“ 221.1281.1341.0  430.0489.1548. 2100
0 b L e e S P PR T A0 m/z 57.85  96.56%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43.0
5000 =, :
1.0 21.00
m/z 69.05 93.81%
0 LA JI ‘U“I | l.l|8.10 250.0308.0 378.0438.0
‘\\1’1f!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester

N

57.0
L \
21.00
5000 ITI/Z 43.05 88.98%
119.0
’ 210.0
o JULL, 200 sseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol T ‘
83.0 21.00
m/z 97.10 88.03%
A A et e e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5820.D

Acqg On : 09 Jun 2021 21:27
Operator : CG/JU

Sample : M2612-05

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
unknown3.123 3.123 3.5 ng 67643 1 7.952 386384 20.0
Heptane 3.270 3.5 ng 67519 1 7.952 386384 20.0
2-Pentanone, 4-... 5.052 4.9 ng 94666 1 7.952 386384 20.0
Cyclohexasiloxa... 12.028 2.0 ng 48786 2 10.758 486462 20.0
Phenol, 2,4-dib... 13.028 8.3 ng 259850 3 14.575 628867 20.0
Heptacosyl acetate 21.092 11.6 ng 606517 5 21.386 1050330 20.0
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