LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acqg On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc :

ALS Vvial : 10 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131902.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.169 9 14 22 rVB 49859 63771 2.79% 0.364%
2 5.022 494 499 509 rVB 628187 870106 38.11% 4.964%
3 5.434 564 569 572 rBV 2060599 2060027 90.22% 11.752%
4 6.451 737 742 745 rBV 2011270 2058969 90.17% 11.746%
5 6.810 800 803 807 rBV 505557 419868 18.39%  2.395%
6 7.386 895 901 903 rBV 1371461 1356874 59.42% 7.741%
7 8.104 1016 1023 1026 rBV 568402 525103 23.00% 2.996%
8 8.692 1119 1123 1126 rBV 37670 32779 1.44% 0.187%
9 9.186 1201 1207 1210 rBV 2647638 2283368 100.00% 13.026%
10 9.257 1215 1219 1222 rBV 68529 54973 2.41% 0.314%
11  9.580 1270 1274 1276 rBv4 19231 25410 1.11% 0.145%
12 9.786 1307 1309 1312 rVB 56833 49212 2.16% 0.281%
13 9.863 1318 1322 1325 rVB 687910 536791 23.51% 3.062%
14 10.292 1392 1395 1398 rVB 56066 44052 1.93% 0.251%
15 10.510 1428 1432 1439 rVB 19728 29086 1.27% 0.166%
16 10.580 1439 1444 1450 rVB 35107 44013 1.93% 0.251%
17 10.657 1453 1457 1460 rBV 1550024 1270930 55.66% 7.251%
18 10.763 1473 1475 1480 rBV 53540 65404 2.86% ©.373%
19 11.216 1548 1552 1555 rBV 45243 38669 1.69% 0.221%
20 11.245 1555 1557 1564 rVB2 22059 28309 1.24% 0.161%
21 11.357 1572 1576 1578 rBV 577701 481483 21.09% 2.747%
22 11.380 1578 1580 1583 rvVv 154216 117423 5.14% 0.670%
23 11.433 1586 1589 1591 rVB 27931 27517 1.21% 0.157%
24 11.645 1622 1625 1628 rBV2 36876 29866 1.31% 0.170%
25 11.745 1639 1642 1645 rBV 37274 30304 1.33% 0.173%
26 11.857 1658 1661 1663 rBV 29132 25502 1.12% 0.145%
27 11.886 1663 1666 1670 rVB 94367 76258  3.34%  0.435%
28 11.968 1677 1680 1683 rBV2 41894 44390 1.94% 0.253%
29 12.051 1691 1694 1698 rBV 28986 26326 1.15% 0.150%
30 12.133 1703 1708 1710 rBV 30841 29917 1.31% 0.171%
31 12.410 1751 1755 1757 rBV 28820 30837 1.35% 0.176%
32 12.439 1757 1760 1761 rVV 140407 120701 5.29% 0.689%
33 12.457 1761 1763 1768 rVB2 113263 105319 4.61% 0.601%
34 12.574 1780 1783 1786 rBV 273495 214535 9.40% 1.224%
35 12.804 1817 1822 1828 rBV 240937 256158 11.22% 1.461%

36 12.951 1843 1847 1850 rBV 1871859 1498363 65.62%  8.548%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acqg On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc :

ALS Vvial : 10 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.021 1855 1859 1864 rBV3 21367 36456 1.60% ©.208%
38 13.133 1876 1878 1882 rVB 32562 29816 1.31% ©.170%
39 13.239 1892 1896 1899 rBV2 30057 30510 1.34% 0.174%
40 13.521 1940 1944 1949 rBV2 24866 34626 1.52% 0.198%
41 13.757 1980 1984 1987 rBV2 35231 44017 1.93% 0.251%
42 13.857 1997 2001 2012 rBV4 102764 202636 8.87% 1.156%
43 14.010 2022 2027 2030 rBvV2 496643 537930 23.56% 3.069%
44 14.033 2030 2031 2038 rVB 119560 104221 4.56% ©.595%
45 14.109 2039 2044 2047 rBV3 27499 38702 1.69% ©0.221%
46 14.168 2050 2054 2058 rBV5 33314 45450 1.99% 0.259%
47 14.398 2091 2093 2096 rVB 30600 27610 1.21% ©.158%
48 14.474 2103 2106 2108 rBV3 41961 44131 1.93% 0.252%
49 14.786 2154 2159 2162 rVB5 31949 48203 2.11% 0.275%
50 14.862 2169 2172 2174 rBV 29336 25821 1.13% 0.147%
51 15.056 2201 2205 2208 rBV 118414 164212 7.19% ©.937%
52 15.127 2213 2217 2221 rVB 125959 145300 6.36% 0.829%
53 15.362 2254 2257 2263 rVB 72033 83389 3.65% 0.476%
54 15.427 2264 2268 2273 rVB 98839 120493 5.28% 0.687%
55 15.492 2274 2279 2287 rBV 351145 480643 21.05% 2.742%
56 15.715 2314 2317 2322 rVB7 22883 33389 1.46% 0.190%
57 15.945 2353 2356 2364 rVB 49208 72801 3.19% 0.415%
58 16.756 2490 2494 2502 rVB6 44611 85522 3.75% 0.488%
59 16.968 2526 2530 2536 rVB2 38149 65239 2.86% 0.372%
60 17.415 2602 2606 2612 rVB2 29956 55084 2.41% 0.314%
Sum of corrected areas: 17528814
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\

: BF131902.D

: 04 Jan 2023 16:52
: CG\JU

: 01005-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BF131902.D\data.ms

7.386

5.022
6.810

?.169

T/\\‘\\H‘HH’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘\\LH‘\H\‘\\H‘HH‘HH‘HH‘H\

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131902.D\data.ms
9.186

12.951

10.657

8.104 11.357

12.5743 804

9.863
11 380

0
Time-->

%57 958097 10.2924,6£80.763 4331&1 3.021223¢

9. 50 10.00 10.50 11.00 11 50 12 00 12.50 13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF131902.D\data.ms

14.010
15.492

155013 A8 ha asowa 1anams | 1S QM“S
OM

16.7566.968

17.415

13.50 14.00 14.50 15 00 15.50 16.00

Time-->

16.50 17.00

17.50

18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
2.169 3.04 ng 63771  1,4-Dichlorobenzene-d4 6.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
4 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

5 1,3-Dioxolane, 2-(1-bromoethyl)-

180 C5H9Bro2

005267-73-2 9

Abundance Scan 14 (2.169 min): BF131902.D\data.ms (-9) (-)
75.0

m/z 75.00 100.00%

5000 45.0
R ARARREEE S S
57.0 2.202.302.402.502.60
Ll L Ly 102.9 9
O trrrprrrr e e et e e e e m/z 73.00 68.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.0
5000 450 RN EERRE RN RN R R
2.202.302.402.502.60
m/z 45.00 42.47%
Of!5!7f.087.01‘03.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4994: Pentane, 3-methoxy-
73.0
B RaaamEEa e
2.202.302.402.502.60
5000 m/z 41.00 25.29%
45.0
29.0
0 H“H"_‘JMu‘HUJH“H?%Q‘HMJM“H“_‘;9¥9“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #818: Methane, isothiocyanato- AR e A n
73.0 2.202.302.402.502.60
m/z 47.10 22.47%
5000
45.0
obereredee e b e 1l R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52

Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.022 41.45 ng 870106 1,4-Dichlorobenzene-d4 6.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF131902.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R RRREE R R AR
‘ 83.0 4.60 4.80 5.00 5.20 5.40
o) S SO0 PSS m/z 59.00  64.72%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59‘0 [TT T[T I rr[rrrrprrt
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 23.19%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RRRREE B
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.08  14.44%
126.0
ol L 128010
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime AT
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.98%
5000
101.0
15.0 ‘
o den iy 800 B0 L
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.257 2.05 ng 54973  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1219 (9.257 min): BF131902.D\data.ms (-1215) (-)| | m/z 57.85 100.00%
57.0

5000

%

85.0
R
9.00 9.20 9.40 9.60
\ H | 11311411 172.0
O el el e e e e M/Z 43,00 80.81%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74005: Tetradecane
57.0
5000 85.0 LB B s

9.00 9.20 9.40 9.60
m/z 71.10 61.08%

L) A130141.0169.0198.0

%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane
57.0
A
9.00 9.20 9.40 9.60
5000 85.0 ITI/Z 41.00 45 .51%
29.0
| ‘ d ﬁ1301410 184.0
0‘H_H‘Nmuulwuuw‘HWMWH‘WHH_‘H_HW‘HWHH,HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane R AR AR
57.0 9.00 9.20 9.40 9.60
m/z 85.05 38.64%
85.0
5000
29.0
0 \‘ \ | \\‘\ HH\ \H\ \‘11\\\3 0\141 0169 0197 0 268 (
‘H_Hw‘HWHH‘HH_H‘_HWH‘WHH_H‘_HWH‘WHHV‘H R RRNEERE S
m/z--> 20 40 60 80 100120140160 180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.763 2.72 ng 65404  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80

Abundance Scan 1475 (10.763 min): BF131902.D\data.ms (-1473) (- m/z 57.00 100.00%

57.0
5000

99.0
141.0 .
ol bl [, 2420 3820 3296 . 4300 66.14%
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — —
10.50 11.00

m/z 71.00  63.40%

99.0
Ly 1410 183.0 2250 267.0 338
L ‘ T ‘ T T T T ’ T T T T ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0

.
10.50 11.00

o

5000 m/z 85.10 40.92%
99.0
oLl | 1410 1830 2250 2680
e
miz--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- 0 e
57.0 10.50 11.00

m/z 41.05 38.97%

5000
99.0 155.0 225.0

A N st S
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1H-Indene, 1-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.17 ng 76258  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 87
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 83
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 55
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 55
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 55

Abundance Scan 1666 (11.886 min): BF131902.D\data.ms (-1663) (- m/z 192.00 100.00%
192.0

J\W

o7 12562 | 1L 50 12,00
ol ; m/z 73.00 80.24%

m/z--> 20 40 60 80 100120140160 180200220240
Abundance #67017: 1H-Indene, 1-phenyl-
192.0

5000
1150 1200
m/z 43.05 59.29%

165.0
20 g0 MO T |
\H‘HH‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #67042: Phenanthrene, 4-methyl-
192.0

73.0

5000

o

1150 1200
5000 ITI z 60.00 55.93%
82.0 165.0
o200, | 180
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0 1150 1200

m/z 191.10  54.92%

5000
83.0 165.0 ‘
Ol 320 . 115.0 Lo . ‘A‘mwmﬂw

m/z--> 20 40 60 80 100120 140160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.439 5.01 ng 120701  Phenanthrene-di0 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 95
Abundance Scan 1760 (12.439 min): BF131902.D\data.ms (-1757) (- m/z 66.95 100.00%
67.0
09.0 T
| 150.0 206.1 263.1294.1 12.50 ;
0——ey m/z 81.00 78.15%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 R
12.50
09.0 m/z 55.00 63.47%
i ‘\ , 1490 262.0294.(
Ot il H‘\‘H\H”\H\‘\‘\\‘\\\\‘\”\\\“
miz--> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
——
12.50
5000 m/z 41.00 52.13%
290 . 294.(
263.0 '
oL, \“ L‘“ mH u”md\ i \\h ‘\‘1‘&‘1‘0 2200 4 L
m/z--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T
67.0 12.50
m/z 95.00 51.70%
5000
09.0 294.C
o L1 U it TR IR
m/z--> 50 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 (Z)-Methyl hexadec-11-enoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.457 4.37 ng 105319  Phenanthrene-di0 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 72
2 Methyl (Z)-10-pentadecenoate 254 C16H3002 1000426-92-2 64
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 64
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 52
5 14-Pentadecenoic acid 240 C15H2802 017351-34-7 50

Abundance Scan 1763 (12.457 min): BF131902.D\data.ms (-1761) (- m/z 55.05 100.00%
55.0

©
by
o

5000
\
l ‘ | ‘ 1370 1801 2221 2641 12.50
0 “}HJ‘ 1 1 \“ H “‘M““hw‘:‘w‘“‘wh NP S “‘\ SERSSS U‘ ~ m/z 69.00 68.97%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158398: (Z)-Methyl hexadec-11-enoate
55.0
5000 U
870 12.50
‘ m/z 74.00 66.92%
123.0152.0 194.0 236.0
\HH hh\\ MHM ‘H‘w | \Hm il | | 268.(
O\‘H\\‘\H\‘\\H‘H\\‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #140836: Methyl (Z)-10-pentadecenoate J\
55.0
'y ‘/\/\f\‘ = w ‘AA‘A‘A/\
12.50
5000 87.0 ITI/Z 87.00 54.78%
138.0 180.0 222.0
1R P = .
o) SE— _MJ‘wMuu“”‘m“‘me‘\wm RN S il
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #176294: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es

55.0 12.50
m/z 83.00 53.96%

5000 3.0

i H m H r H 138.0166.0 208.0 250.0
0\‘\‘\\\“ 1““ “H H\ Mn\ “HH\HHM " I L

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.50

%
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
BF131902.D

: 04 Jan 2023 16:52
: CG\JU
: 01005-01

: 10 Sample Multiplier: 1

hod :

le

ry

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Pentadecafluorooctanoic aci... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.857 7.53 ng 202636  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89

2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 70
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 55

5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 55

Abundance Scan 2001 (13.857 min): BF131902.D\data.ms (-1997) (-] | m/z 230.00 100.00%
57.0 230.0
5000
E ‘ T T ‘ T
I? N 13.50 14.00
ol Ak :w«‘t‘!w'-mmw W2 e M/Z 57.00 95.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 “ —
13.50 14.00
F m/z 43.10 86.82%
252.0
O HJ‘\\\‘\‘H\‘\‘\‘\!% ‘\‘H\‘H‘H“HH‘\\\\3‘6\19\.\()‘\\\\‘\\\\‘\H\‘\\H‘\\Gﬂ‘s\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
— —
13.50 14.00
5000 m/z 55.00 71.10%
f\ 238.0
0 mL%_‘Hwm‘u‘u“H‘k_HwHH_HwHH_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester — —
57.0 13.50 14.00
m/z 83.00 70.93%
5000
F50 224.0
ol b L L 180 6200 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.786 2.01 ng 48203 Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 62
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 62
Abundance Scan 2159 (14.786 min): BF131902.D\data.ms (-2154) (- m/z 57.05 100.00%
57.0
99.0 - —
‘ ‘ H 214.0 2829 14.50 15.00
oL— ‘M | H\ H‘H\\ HMH\‘H%M Aﬂm Mu\hm g \\MH‘ il ‘w\\ TR H m/z 43.10 74.43%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — —
14.50 15.00
m/z 71.05 70.16%
99.0
O ]\-S\d\ ‘ T ‘!‘ \“‘ T “‘ \‘ T ‘]\_4} ‘0‘ T T T T 2‘1\‘2.\0\ T ‘ T T T T ‘ T
miz--> 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
—— —
14.50 15.00
5000 m/z 85.05 52.34%
0 ‘ h H‘ It u\ 14‘1 0 183.0 2250 2680
‘ A T Baamamana
miz--> 100 150 200 250 300
Abundance #123960: Heptadecane T —
57.0 14.50 15.00
m/z 55.05 33.38%
5000
99.0
0,250, o || L u‘ 141.0 1830 _ 2400
“‘ “‘ ‘ A —— ——
m/z--> 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.127 6.05 ng 145300  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 2217 (15.127 min): BF131902.D\data.ms (-2213) () ' m/z 57.10 100.00%
57.1
e JJL&
9.1 — ——
15.00 15.50
141.0 1831 267.9 .
R A \“‘”\‘H“ LT A9302242 D07 3382379 0 7105 78.20%
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 e =
15.00 15.50
9.0 m/z 43.05 66.10%
L 40182022502670 3380
O\\\\“\“\\“\‘[\‘\“\}“\“\\“\"\‘\‘\‘\’\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
—— —
15.00 15.50
5000 m/z 85.05 52.33%
9.0
0 il H\ L u‘ | ]\'4;'0 183.0 268.0
—
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane — —
57.0 15.00 15.50
m/z 55.00 25.11%
. W
9.0
so || mowso 200
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.362 3.47 ng 83389  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 91
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2257 (15.362 min): BF131902.D\data.ms (-2254) (- m/z 252.05 100.00%
252.1
w M
- e
71.0 e 165.1 200.0 15.00 1950
Ob TR0 il 16512000, | 2890 337. 356 05  29.82%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 R
15.00 15.50
m/z 253.05 23.31%
125.0
0l 50.0 830 | 158.0 2000 . |
T ‘ T T ‘ T T ‘ T T T T ‘ L L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #138562: Benzo[b]fluoranthene
252.0
— —5
15.00 15.50
5000 m/z 124.95 13.09%
126.0
0390 870 | ‘\\ 161.0 2000 |
R e B R e
miz--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene “ T
252.0 15.00 15.50
m/z 251.00 10.22%
5000
126.0
0 500 870 | 163.0 209.0 - |
e B B P ——
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Eicosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.945 3.03 ng 72801  Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 86
2 Pentadecane 212 C15H32 000629-62-9 83
3 Heneicosane 296 C21H44 000629-94-7 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2356 (15.945 min): BF131902.D\data.ms (-2353) (- m/z 57.10 100.00%
57.1
5000 «MKA/\”W
99.0 iebd
ob— ‘ ‘H‘ LL H u“wf‘l? e 24‘40‘2‘8‘1 ‘0‘ 340y 7110 68.77%
miz--> 50 100 150 200 250 300
Abundance #275543: Eicosane, 7-hexyl-
57.0
5000 R
16.00
99,0 m/z 85.10 64.99%
' 182.
ol L 34201820 2250 28103200
miz—-> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
——
16.00
5000 m/z 43.10 54.56%
99.0
01‘8@ Ll e, e
miz--> 100 150 200 250 300
Abundance #194590: Heneicosane T
57.0 16.00
m/z 55.00 20.04%
5000
‘ 99.0
41.0
50 || L} 1s0 2250 2980 -
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acq On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (Z)-14-Tricosenyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.756 3.56 ng 85522  Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 86
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 64
3 Pentadecanal- 226 C15H300 002765-11-9 38
4 Octadecanal 268 C18H360 000638-66-4 38
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 38

Abundance Scan 2494 (16.756 min): BF131902.D\data.ms (-2490) (-) ' m/z 57.00 100.00%

57.0
5000

T T
16.50 17.00

0 m/z 82.10  84.20%

m/z--> 50 100 150 200 250 300 350
Abundance #275491: (2)-14-Tricosenyl formate
55.0
96.0

5000 — ——
16.50 17.00

m/z 43.05 82.15%
[ ‘ H“W \\

H\ Ly 1809 2220 2780 -
\ \ ‘ L \ \ T ‘ L T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-

43.0 82.0
— —
16.50 17.00
5000 ITI/Z 96.00 72.70%
24.0
| | | 166.0 222.0 264.0
0 { H\W\Mh‘mﬁ\iﬁ‘H\‘H\i\\\\ e
m/z--> 50 100 150 200 250 300 350
Abundance #107138: Pentadecanal- T —
57.0 16.50 17.00
m/z 83.05 69.81%
- i MWW/\WW\W
‘ “ 38.0 182 0
0 “h‘u“ A S aa A a —r —r
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010423\
Data File : BF131902.D

Acqg On : 04 Jan 2023 16:52
Operator : CG\JU

Sample : 01005-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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|
Propane, 1,1-di... 2.169 3.0 ng 63771 1 6.810 419868 20.0
2-Pentanone, 4-... 5.022 41.5 ng 870106 1 6.810 419868 20.0
Tetradecane 9.257 2.0 ng 54973 3 9.863 536791 20.0
Tetracosane 10.763 2.7 ng 65404 4 11.357 481483 20.0
1H-Indene, 1-ph... 11.886 3.2 ng 76258 4 11.357 481483 20.0
9,12-Octadecadi... 12.439 5.0 ng 120701 4 11.357 481483 20.0
(Z)-Methyl hexa... 12.457 4.4 ng 105319 4 11.357 481483 20.0
Pentadecafluoro... 13.857 7.5 ng 202636 5 14.009 537930 20.0
Pentadecane 14.786 2.0 ng 48203 6 15.492 480643 20.0
Nonadecane 15.127 6.0 ng 145300 6 15.492 480643 20.0
Benzo[e]pyrene 15.362 3.5 ng 83389 6 15.492 480643 20.0
Eicosane, 7-hexyl- 15.945 3.0 ng 72801 6 15.492 480643 20.0
(Z)-14-Tricosen... 16.756 3.6 ng 85522 6 15.492 480643 20.0
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