LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP©©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS Vvial : 25 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@@3885.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.099 29 36 47 rBV 196883 452009 5.45% 0.966%
2 3.193 47 52 69 rVB 1015990 1507048 18.17% 3.222%
3 5.822 493 499 512 rBV 1538107 2377217 28.66% 5.083%
4 7.469 771 779 790 rBV 909620 1529724 18.44% 3.271%
5 8.305 912 921 928 rVB 776045 1219956 14.71% 2.608%
6 8.699 982 988 998 rVB 77238 128968 1.55% 0.276%
7 9.469 1106 1119 1125 rBV 2396131 4027713 48.56% 8.611%
8 9.522 1125 1128 1138 rVB2 46100 96978 1.17% 0.207%
9 9.963 1198 1203 1208 rVB3 58947 94214 1.14% 0.201%
10 10.540 1295 1301 1308 rBV3 57954 99475 1.20% 0.213%
11 11.134 1395 1402 1408 rBV 955528 1623452 19.57% 3.471%
12 11.722 1497 1502 1510 rVB2 52003 96145 1.16% 0.206%
13 12.228 1582 1588 1594 rVB 136477 233954 2.82% 0.500%
14 12.451 1616 1626 1630 rBV3 40095 96950 1.17% 0.207%
15 12.593 1639 1650 1654 rBV7 37154 113360 1.37% 0.242%
16 12.669 1657 1663 1668 rVB 128408 200653  2.42% 0.429%
17 12.987 1707 1717 1727 rBV2 261437 543938 6.56% 1.163%
18 13.381 1779 1784 1790 rVB4 45517 90903 1.10% 0.194%

19 13.546 1804 1812 1819 rBV 5643506 8294786 100.00% 17.734%

20 13.928 1873 1877 1882 rVB3 73759 102641 1.24% 0.219%
21 14.240 1926 1930 1942 rBV3 112677 244947 2.95% ©.524%
22 14.345 1943 1948 1952 rVB 173434 239455 2.89% 0.512%
23 14.510 1973 1976 1983 rVB2 72997 114828 1.38% 0.246%
24 14.645 1995 1999 2005 rVB 87183 125262 1.51% ©0.268%
25 14.922 2040 2046 2052 rVV 1342167 1983109 23.91%  4.240%
26 14.981 2053 2056 2063 rVB2 65779 97275 1.17% ©0.208%
27 15.310 2108 2112 2118 rVB 56671 94652 1.14% ©.202%
28 15.534 2146 2150 2156 rVB6 76952 143738 1.73% ©.307%
29 15.598 2157 2161 2165 rBV4 63404 104052 1.25% 0.222%
30 15.951 2218 2221 2227 rVB2 91337 132539 1.60% 0.283%

31 16.087 2240 2244 2248 rBV2 104456 141189 1.70% ©.302%
32 16.275 2272 2276 2284 rBV2 201686 403358 4.86% 0.862%
33 16.404 2292 2298 2311 rVB 3746473 5527514 66.64% 11.818%
34 17.651 2505 2510 2515 rVB 1367157 1866719 22.50%  3.991%
35 18.492 2649 2653 2659 rBV 385898 582532 7.02% 1.245%

36 20.145 2928 2934 2939 rVB 6093735 7495190 90.36% 16.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP©©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc

ALS Vvial : 25 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

37 21.327 3131 3135 3146 rVB 901805 1138038 13.72% 2.433%
38 21.674 3189 3194 3204 rVB 1266364 1714498 20.67% 3.666%
39 24.157 3609 3616 3628 rVB 814539 1693537 20.42% 3.621%

Sum of corrected areas: 46772516
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 10 Nov 2020 03:35
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
BP003885.D

L4668-01

: 25  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

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP003885.D\data.ms

9.469

5.822

3.193 7.469 8.305 11.134

3.099 8.699 522 9.963 10.540

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP003885.D\data.ms
20.145
13.546

16.404

17.651

720 1222845669 7813 38

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP003885.D\data.ms

21.674

21.327 24157

07
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 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\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.193 24.71 ng 1507050 1,4-Dichlorobenzene-d4 8.305

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 52 (3.193 min): BP003885.D\data.ms (-47) (-) m/z 73.10 100.00%
73.1
5000 /\\
R
‘ 3.00 3.20 3.40 3.60
ol MLil 1518 2521 3402 4131 8119 1 4365 42.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA L L L L B B
3.00 3.20 3.40 3.60
‘ m/z 55.00  29.21%
OJA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
BRI e
3.00 3.20 3.40 3.60
5000 m/z 87.05 25.72%
O A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- e e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.51%
) /\K
oJ\u“m“_‘H"m‘uH"m‘HH‘HHWHWHWHM S VAR —
m/z--> 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\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 1Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.699 2.11 ng 128968 1,4-Dichlorobenzene-d4 8.305

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 74

Abundance Scan 988 (8.699 min): BP003885.D\data.ms (-982) (-) m/z 117.10 100.00%

117.1
5000
A RAREE T R
57.8 8.40 8.60 8.80 9.00
ob bl 1801 2586 3359 4447 5262 n/z 118.05  55.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8951: Indane
117.0
5000 J\\\\‘\\\\‘\\\\‘\\\\‘\\\\
8.40 8.60 8.80 9.00
m/z 115.00 32.47%
39.0
O‘\\\\\"‘\“\l\J\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
117.0
A RAREE e
8.40 8.60 8.80 9.00
5000 m/z 90.95 16.70%
51.0
Ot b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8961: Benzene, 2-propenyl- R EaRRRREERE SEE
117.0 8.40 8.60 8.80 9.00
m/z 57.80 8.96%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.228 2.88 ng 233954 Naphthalene-d8 11.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 95
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 94
3 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 78
4 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 72
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 72
Abundance Scan 1588 (12.228 min): BP003885.D\data.ms (-1582) (- m/z 134.95 100.00%
134.9
- /\MMJWA
— —
67.0 12.00 12.50
Ob Ml f 1k 193:1254.4316,0377.2439.34984 /7 136,00  82.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 i ——
12.00 12.50
m/z 91.00 33.30%
67.0
0\\\‘\‘#\“\1\‘““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0
— —
12.00 12.50
5000 m/z 137.00 13.59%
67.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16362: Benzene, (ethenylthio)- P T
135.0 12.00 12.50
m/z 133.95 13.19%
5000
51.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 3-Methylbenzothiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.669 2.47 ng 200653 Naphthalene-d8 11.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
2 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 90
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 90
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 90
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90

Abundance Scan 1663 (12.669 min): BP003885.D\data.ms (-1657) (- m/z 146.95 100.00%
1

46.9
5000

—— -
7a. 12.50 13.00

0
Ol 4. 207.0267.9326.5388.4 453.2 8224 /7 147.95  87.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23290: 3-Methylbenzothiophene
147.0
5000 A AN
12.50 13.00

m/z 148.95 11.41%

45.0
‘\\‘\”J‘\\”\‘m\‘\“A\l\‘\\i\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ /\/_/JU/\A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
148.0

. T
12.50 13.00

o

5000 m/z 121.00 9.00%
45.0
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23295: Benzo[b]thiophene, 5-methyl- T —
147.0 12.50 13.00

m/z 123.10 8.19%

5000
45.0
gt |

O s b e e e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 unknownl4.240 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.240 2.47 ng 244947  Acenaphthene-die 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 38
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 38
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 38
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 30
5 4-Methylphthalic anhydride 162 C9H603 019438-61-0 25

Abundance Scan 1930 (14.240 min): BP003885.D\data.ms (-1926) (- m/z 109.10 100.00%

100.1
5000
39.0 80.1

— —
14.00 14.50

0 b2l 19 343.8402.2460.6522.1 /7 118.00  84.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 T —
14.00 14.50

m/z 90.05 66.85%

51.0 ’ '
M‘Mwﬁﬁ‘W”A&M‘”\‘”‘\”“M‘”\‘”‘\”“M‘”!‘”‘!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
118.0

o

14.00 14.50
5000 m/z 156.05 61.28%
39.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0 14.00 14.50

m/z 141.05 57.00%

5000
39.0
0 L Ll

| bl
LR B L L L L L L L L R I [ 7

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 1-Naphthalenecarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.275 4.07 ng 403358  Acenaphthene-d10 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 81
2 Cinnamic acid, .alpha.,.beta.-di... 176 C11H1202 1000151-56-4 53
3 Benzene, 1-(3-chloro-1-propenyl)... 166 C10H11Cl 1000327-36-5 38
4 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 38
5 Benzene, (3-chloro-1-methyl-1-pr... 166 C1@H11Cl 1000327-43-7 35

Abundance Scan 2276 (16.275 min): BP003885.D\data.ms (-2272) (- m/z 131.05 100.00%

131.1
5000

— —
16.00 16.50

51.0 ‘ ’
0l WJ'! Ll L1939 267.0326,9 41524799 470 n/z 176.10  65.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrg
131.0
5000 T —
16.00 16.50
51.0

m/z 115.05 44.79%

}J\L“’\A‘LJILHl‘J”l‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
176.0

— —
115.0 16.00 16.50

5000 m/z 158.00 42.73%

51.0
O S o T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#34774: Benzene, 1-(3-chloro-1-propenyl)-4-methyl- =l
131.0 16.00 16.50

m/z 130.00  32.25%

5000
64.0‘ ’ l
bl

Ottt o e e . —r
miz--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP@@3885.D

Acqg On : 10 Nov 2020 03:35

Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

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

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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.492 6.24 ng 582532  Phenanthrene-d10 17.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2653 (18.492 min): BP003885.D\data.ms (-2649) (- m/z 73.00 100.00%

73.0
5000
213.2
—
’ \ 18.50
oA w'%«luvu_HmmP?S‘&?’f‘?fh_““‘?9‘-‘3“?‘3‘5-‘*? m/z 43.05 96.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
m’ 213.0 m/z 60.00 94.07%
O‘\\\\“‘ \\‘\h\“}\l“\\‘\L"\\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
T
18.50
5000 m/z 55.10 81.78%
1850 7840
QNN XL 0 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #72648: Tridecanoic acid —
73.0 18.50
m/z 57.10 81.04%
5000
171.0
0L5$‘M“*“\,, ——
m/z--> 0 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\BP110920\
Data File : BP0©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 25 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 9-Tricosene, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.327 13.28 ng 1138040 Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3135 (21.327 min): BP003885.D\data.ms (-3131) (- m/z 57.10 100.00%
7.1

1p5.1 r L
\ 106.22 21.00 21.50
ol ALY 196:2255.1  341.0401.14503519.0 /7 55 95  98.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163018: 9-Tricosene, (2)-
55.0
5000 — —
21.00 21.50
1¢5.0 m/z 43.10  92.60%
322.0
O‘\\‘\‘\‘\\‘\\“\‘\\\‘i\‘“\l\]-\g\s‘\o\\\z‘6\4\.\0\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— ——
21.00 21.50
5000 ITI/Z 83.10 83.25%

' 255.0 392.0
[ T o T T T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene

o
=
N
(&)
o
1=
©
o
o

55.0 21.00 21.50
m/z 69.10 72.53%

5000

50
U

0lrh ‘H“‘H“_"w‘“w"H“H“H“‘H“_“w“‘w‘
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP©©3885.D

Acqg On : 10 Nov 2020 03:35
Operator : CG/JU

Sample : L4668-01

Misc :

ALS Vvial : 25 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|
Butane, 2-metho... 3.193 24.7 ng 1507050 1 8.305 1219960 20.0
Indane 8.699 2.1 ng 128968 1 8.305 1219960 20.0
Benzo[b]thiophe... 12.228 2.9 ng 233954 2 11.134 1623450 20.0
3-Methylbenzoth... 12.669 2.5 ng 200653 2 11.134 1623450 20.0
unknown14. 240 14.240 2.5 ng 244947 3 14.922 1983110 20.0
1-Naphthaleneca... 16.275 4.1 ng 403358 3 14.922 1983110 20.0
n-Hexadecanoic ... 18.492 6.2 ng 582532 4 17.651 1866720 20.0
9-Tricosene, (Z)-  21.327 13.3 ng 1138040 5 21.674 1714500 20.0
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