LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP004024.D

Acqg On : 20 Nov 2020 14:41
Operator : CG/JU

Sample : L4808-01

Misc :

ALS vial : 8 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 : D
Signal : TIC: BP@04024.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 4408103 5580635 100.00% 16.010%
2 3.075 26 32 43 rBV 79853 169597 3.04% 0.487%
3 3.169 43 48 56 rVB 253532 341498 6.12%  0.980%
4 3.969 179 184 190 rVB 44922 62745 1.12% ©.180%
5 4.628 290 296 310 rBV 2353173 3295842 59.06% 9.455%
6 5.269 398 405 418 rBV 1895558 2703054 48.44% 7.755%
7 5.805 488 496 508 rBV 390199 610755 10.94% 1.752%
8 7.446 766 775 787 rBV 1073977 1944162 34.84% 5.578%
9 8.269 906 915 922 rBV 449211 729668 13.07% 2.093%
10 9.428 1102 1112 1121 rBV 1101617 1828349 32.76% 5.245%

11 11.098 1387 1396 1410 rBV 574405 984855 17.65%  2.825%

12 12.704 1663 1669 1674 rBV 42684 62317 1.12% 0.179%
13 13.510 1799 1806 1819 rBV 2599409 3649636 65.40% 10.470%
14 13.710 1835 1840 1847 rBV3 47008 78985 1.42% ©.227%

15 14.310 1938 1942 1949 rBV 75050 112825 2.02% ©.324%

16 14.886 2030 2040 2047 rBV 875249 1367008 24.50%  3.922%
17 15.663 2167 2172 2177 rBV 32211 55998 1.00% ©.161%
18 15.928 2212 2217 2226 rVB2 40135 61582 1.10% ©.177%
19 16.375 2288 2293 2300 rBV2 107829 176649 3.17% 0.507%
20 17.622 2499 2505 2509 rBV 1049717 1473505 26.40% 4.227%
21 17.663 2509 2512 2520 rVV 215480 299570 5.37% ©.859%
22 17.751 2523 2527 2532 rVB 63713 86106 1.54% 0.247%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP004024.D

Acqg On : 20 Nov 2020 14:41
Operator : CG/JU

Sample : L4808-01

Misc :

ALS vial : 8 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 : D

23 18.522 2653 2658 2662 rBV2 50347 79775 1.43% 0.229%
24 18.663 2676 2682 2685 rBv4 58462 95018 1.70% ©.273%
25 19.174 2766 2769 2772 rBV2 58143 75758 1.36% 0.217%
26 19.210 2772 2775 2781 rVWVW2 57426 89466 1.60% ©.257%
27 19.333 2794 2796 2801 rBVS 42814 63089 1.13% 0.181%
28 19.598 2836 2841 2846 rBV 283453 384338 6.89% 1.103%
29 19.945 2897 2900 2904 rVB 215468 275519 4.94% 0.790%
30 20.051 2915 2918 2923 rBV3 103648 190606 3.42% ©.547%

31 20.121 2925 2930 2936 rVB 4055648 4904950 87.89% 14.072%

32 20.827 3047 3050 3052 rBV2 108216 113378 2.03% ©.325%
33 21.657 3186 3191 3195 rVB 1087975 1544071 27.67% 4.430%
34 24.127 3606 3611 3618 rVB 702782 1365498 24.47%  3.917%

Sum of corrected areas: 34856807
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\

BP004024.D
: 20 Nov 2020 14:41
: CG/JU
L4808-01
Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP0@4024.D

Acqg On : 20 Nov 2020 14:41

Operator : CG/JU

Sample L4808-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 5k 3k >k 5k 3k 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 5k 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 wunknown2.92 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.922 152.96 ng 5580640 1,4-Dichlorobenzene-d4 8.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
Abundaégzge Scan 6 (2.922 min): BP004024.D\data.ms (-3) (-) m/z 73.10 100.00%
9 731
R AmamE R
ol | || 1408 21512733 370042944878506° 300310320330

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 43.05 54.13%

82

Abundanc #4788: Propane, 2,2-dimethoxy-
W, .,
\\\’\\\\’\\\\‘\\\\‘\\\\‘\
3.003.103.203.30
0 i m/z 89.05  31.65%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\
A
bund%&g 43.0 \\\’\\\\’\\\\‘\\\\‘\\\\‘\
3.003.103.203.30
m/z 41.10 9.84%
O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 S N —
Abundadgigeg #2137: Propane, 2-methoxy-2-methyl- 3.003.10 3.20 3.30
730 m/z 45.05  8.21%
] — N SSE—
#9--BP110320 . BOMd00 NP 280 5058063529200 450 500 550 3.003.103.203.30 Page: 4




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP0@4024.D

Acqg On : 20 Nov 2020 14:41

Operator : CG/JU

Sample L4808-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 5k 3k >k 5k 3k 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 5k 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.
3.169 9.36 ng 341498 1,4-Dichlorobenzene-d4 8.269
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 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abunda&é:geg Scan 48 (3.169 min): BP004024.D\data.ms (-43) (-) m/z 73.05 100.00%
73.0
I
0 \JL‘ J\ 190.8 267.0327.0 430.1488.1 549.! 3.00 3.20 3.40 3.60

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 43.10

41.25%

82

Abundanc #4486: Butane, 2-methoxy-2-methyl-
LLECTR
\‘\\\\‘\\\\‘\\\\‘\
3.00 3.20 3.40 3.60
NI m/z 55.85  30.14%
P T P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundanc
W, 4,
3.00 3.20 3.40 3.60
m/z 87.05 26.95%
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 SRS L G —
Abunda&g:ge9 #1877: Acetamide, N-ethyl- 3.00 3.20 3.40 3.60
30.0 m/z 41.00 13.11%
oh‘l’ﬁ#0 S S —
#9z-BP110300.MOMAAONRY 280 12505 3003589200 450 500 550 3.00 3.20 3.40 3.60 Page: 5




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP0@4024.D

Acqg On : 20 Nov 2020 14:41

Operator : CG/JU

Sample : L4808-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 5k 3k >k 5k 3k 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 5k 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 3-Penten-2-one, 4-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.628 90.34 ng 3295840 1,4-Dichlorobenzene-d4 8.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abunda&% Scan 296 (4.628 min): BP004024.D\data.ms (-290) (-) m/z 55.05 100.00%
9 s8.0
R Eammaas
ol H,J . “%?’? 9 20702651 346.5404.6465.9524.5 440 4.60 4.80 5.00

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 82.95  99.83%

Abunda&g:ge9 #3246: 3-Penten-2-one, 4-methyl-
83.0
\\\\‘\\\\’\\\\‘\\\\‘\\\
4.40 4.60 4.80 5.00
o ””J | m/z 43.05 40.11%
R A N R e R R AR E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
A
bund%&Q 83'0 \\\\‘\\\\’\\\\‘\\\\‘\\\
4.40 4.60 4.80 5.00
m/z 98.05 34.84%
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 SRR | U
Abunda&g:ge9 #3404: 2-Pentene, 3,4-dimethyl-, (E)- 4.40 4.60 4.80 5.00
83.0 m/z 39.10  28.42%
5.
0 JH‘HH\
R A B R e R R A RARER R AREEES ARREEERRRR R

82if#~-BP110300 . MOMBAONGY 280 12505 300913500200 450 500 550

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\

Data File : BP0@4024.D

Acqg On : 20 Nov 2020 14:41

Operator : CG/JU

Sample L4808-01

Misc :

ALS vial : 8 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

82if#~-BP110300 . BOMEAO0 NP 280 1305300 B589260 450 500 550 5.00 5.20 5.40 5.60 Page: 7

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.269 74.09 ng 2703050 1,4-Dichlorobenzene-d4 8.269

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 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abunda&é:ge9 Sc§n0405 (5.269 min): BP004024.D\data.ms (-398) (-) m/z 43.05 100.00%

101.1 R Em e RAREmmmmE

obedd ] 207.0 281.0 369.6429.4489.1548. 5.00 5.20 5.40 5.60
e T e T e e T e e -
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 59.10  60.44%

Abundanc #8178: 2-Pentanone, 4-hydroxy-4-methyl-

B 430
\\\‘\\\\‘\\\\‘\\\\’\\\\
5.00 5.20 5.40 5.60
ol ] 101.0 m/z 101.05  20.23%
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundanc
%59 59'0 \\\‘\\\\‘\\\\‘\\\\’\\\\
5.00 5.20 5.40 5.60
m/z 58.10 15.40%
126.0
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 SRR § UN—
Abundadg:geg #4030: 2,3-Butanedione, monooxime 5.00 5.20 5.40 5.60
430 m/z 41.16  9.39%
101.0
0"HmHw‘m"HH_‘H,HH‘HH‘Hu‘mwmwmw N RAREEEmEEs ma




Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
BP004024.D

: 20 Nov 2020 14:41
: CG/JU

L4808-01

: 8 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

3k 3k 3k sk 5k 3k 3k Sk 5k 3k 3k sk sk ok 3k 3k Sk sk 3k >k Sk sk ok 3k sk sk ok 3k >k Sk sk sk >k sk sk sk >k 3k Sk ok 3k >k sk sk sk >k 3k sk sk >k >k sk ok ok >k sk ko sk >k >k skosk ok k ksk sk k k
Peak Number 6 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.051 2.47 ng 190606 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Nonadecane 268 C19H40 000629-92-5 93
5 Docosane 310 C22H46 000629-97-0 90
Abundanee, Scan 2918 (20.051 min): BP004024.D\data.ms (-2915) (- | m/z  57.10 100.00%
57.1
]
0 JJWﬁfffllgll 281.1 357.2415.0 477.4537.2 20.00
R AT B e R e M PR
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 71.10  63.32%
Abunda&g:ge9 #83025: Hexadecane
57.0
T
20.00
ol 1270 2260 m/z 43.10  42.13%
A T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundanc
W, . R
20.00
m/z 85.10 38.82%
o 127.0 197.0 267.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 —— :
Abundaég:ge9 10 #164579: Tricosane 20.00
’ m/z 41.10 20.33%
0 Hu‘nl??"’.l??-o%67-0324-0 - ‘
82~BP110320 30 M&Y NBY 209 P5O530®B520280 450 500 550 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP004024.D

Acqg On : 20 Nov 2020 14:41
Operator : CG/JU

Sample : L4808-01

Misc

ALS vial : 8 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|
unknown2.92 2.922 153.0 ng 5580640 1 8.269 729668 20.0
Butane, 2-metho... 3.169 9.4 ng 341498 1 8.269 729668 20.0
3-Penten-2-one,... 4.628 90.3 ng 3295840 1  8.269 729668 20.0
2-Pentanone, 4-... 5.269 74.1 ng 2703050 1 8.269 729668 20.0
Hexadecane 20.051 2.5 ng 190606 5 21.657 1544070 20.0
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