LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc :

ALS Vvial : 18 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138411.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 9 16 25 rVB 2227797 2771817 82.87% 9.038%
2 2.287 31 34 41 rVB 33739 46198 1.38% 0.151%
3 3.404 221 224 232 rBV 68465 124065 3.71% 0.405%
4 5.098 508 512 521 rvB 283878 349173 10.44% 1.139%
5 5.504 576 581 584 rBV 3749639 3299615 98.65% 10.759%
6 5.822 631 635 641 rVB 47087 41609 1.24% 0.136%
7 6.510 747 752 755 rBV 3670601 3344612 100.00% 10.906%
8 6.698 781 784 789 rBV 76499 64122 1.92% 0.209%
9 6.875 810 814 817 rBV 1531011 1230056 36.78% 4.011%
10 7.434 904 909 912 rBV 2329914 2146437 64.18% 6.999%
11 7.687 948 952 959 rVB 152689 117099 3.50% 0.382%
12 8.157 1028 1032 1034 rBV 1669801 1511573 45.19% 4.929%
13 8.369 1064 1068 1074 rVB 44188 38322 1.15% 0.125%
14 8.463 1080 1084 1093 rVB 210033 178147 5.33% 0.581%
15 9.228 1210 1214 1217 rBV 3657466 2840332 84.92% 9.262%
16 9.904 1326 1329 1333 rVV 1678058 1396332 41.75% 4.553%
17 9.939 1333 1335 1339 rVB 54396 43880 1.31% ©0.143%
18 10.004 1342 1346 1351 rVB2 97342 125005 3.74% 0.408%
19 10.451 1419 1422 1427 rBV 45841 40330 1.21% 0.132%
20 10.692 1459 1463 1466 rBV 1738197 1397127 41.77% 4.556%
21 10.804 1479 1482 1487 rBv4 41205 60378 1.81% 0.197%
22 11.392 1578 1582 1584 rBV 1189735 1063965 31.81% 3.469%
23 11.416 1584 1586 1589 rVV 282855 223471 6.68% 0.729%
24 11.463 1592 1594 1597 rVB 75585 62791 1.88% 0.205%
25 11.622 1614 1621 1625 rBV 26814 36933 1.10% 0.120%
26 11.916 1668 1671 1675 rBVv2 158936 156041 4.67% 0.509%
27 12.004 1682 1686 1688 rBvV2 56359 55483 1.66% 0.181%
28 12.474 1763 1766 1772 rVB4 32204 42440  1.27% 0.138%
29 12.598 1784 1787 1791 rBV 431070 370734 11.08% 1.209%
30 12.657 1793 1797 1801 rVB3 87885 92857 2.78% 0.303%
31 12.698 1801 1804 1808 rBV2 47057 54311 1.62% 177%

32 12.827 1818 1826 1832 rBV 376423 406149 12.14%
33 12.974 1847 1851 1854 rBV 2287056 1946404 58.20%

[CRCROWEN ]
w
N
N
3R

34 13.051 1859 1864 1867 rBV3 21704 36056 1.08% 118%
35 13.157 1879 1882 1885 rVB 54164 44515 1.33% 145%
36 13.257 1896 1899 1902 rBV2 36428 39036 1.17% 0.127%

8270-BF062824 .M Tue Jul 02 12:36:37 2024 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS Vvial : 18 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.451 1928 1932 1935 rBV 2394640 1926713 57.61% 6.283%
38 13.868 2000 2003 2012 rVvB2 221786 278519 8.33% 0.908%
39 14.027 2024 2030 2032 rBV2 1145341 1191650 35.63%  3.886%
40 14.051 2032 2034 2040 rVB 201167 176903 5.29% 0.577%
41 14.492 2106 2109 2115 rBv4 76225 146565 4.38% 0.478%
42 14.798 2159 2161 2163 rBV 38579 40462 1.21% 0.132%
43 15.062 2203 2206 2209 rBV 112892 156574 4.68% 0.511%
44 15.368 2255 2258 2264 rVB 69780 97472  2.91% ©.318%
45 15.427 2265 2268 2274 rVB 98336 120613 3.61% 0.393%

46 15.492 2275 2279 2283 rBV 617498 734866 21.97% 2.396%

Sum of corrected areas: 30667752
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
BF138411.D

: 01 Jul 2024 19:05
¢ CG\JU
. P3077-10

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

p.181

.287 3.404

TIC: BF138411.D\data.ms
5.504

5.098
5.822

6.698

7.434

6.875

7.6¢

Time-->

\\‘\‘\A\\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘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

3500000

3000000

2500000

2000000

1500000

1000000

500000

)

9.228

8.157 9.904

SECI

TIC: BF138411.D\data.ms

10.692

11.392

11416 1
10.451 10.804 11.468 622 0

12.974

12.598 282

0
Time-->

10.00

P A T T T T T T T T T
10.50 11.00 11.50 12.00

12 50 13 00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

3.451

14.027

15.492

13.868,051

14.492 14.79815-062 143487

i

TIC: BF138411.D\data.ms

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50

T ‘ T T ‘ T T ‘ T T ‘ T
16.00 16.50 17.00 17.50

T ‘ T
18.00

T ‘ T
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 45.07 ng 2771820 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 16 (2.181 min): BF138411.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 431 /\
87-1 \\\‘\\H‘HH‘HH‘HH‘HH
‘ ‘ 91 2.202.302.402.502.60
Obrpererrrr e e e m/z 43.18 49.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRRRRRRRRRRRRRE)
43.0 2.202.302.402.502.60
87.0 m/z 55.05  33.47%
h\ \‘ 9 0 Il
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
N RRRARZENAETEIE S
2.202.302.402.502.60
5000 m/z 87.10 25.48%
55.0
27.0 41)0
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol  RaaaEE A
73.0 2.202.302.402.502.60
87.0 m/z 41.05 15.68%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HWH‘WHH‘HH‘HH_‘HMH‘MH‘_HW‘HWH‘WH‘WHH‘HH R RENA L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propylene Glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.404 2.02 ng 124065 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
4 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 43
5 Ethane, 1,1-diethoxy- 118 C6H1402 000105-57-7 9
Abundance Scan 224 (3.404 min): BF138411.D\data.ms (-221) (-) m/z 45.10 100.00%
45.1
5000 [\¥
R R RAREN
751 3.00 3.20 3.40 3.60 3.80
Ol R e e 2002 m/z 43.05 18.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 | BN AL B R
3.00 3.20 3.40 3.60 3.80
m/z 44.10 6.12%
0\\\]-\9“'9\”\\““1‘\\\“‘\\\\.’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol
45.0
R A RARREE
3.00 3.20 3.40 3.60 3.80
5000 m/z 61.00 5.11%
19.0
YN Y- —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol MBS SN bW
45.0 3.00 3.20 3.40 3.60 3.80
m/z 57.05 2.45%
5000
0 19'0\\\ Al | 0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.098 5.68 ng 349173 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 512 (5.098 min): BF138411.D\data.ms (-508) (-) m/z 43.10 100.00%

43.1
59.0
5000
E  ERAAREE SR
650 10‘1'1 4.80 5.00 5.20 5.40
0 b e m/z 59.05 52.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L L B A AL
4.80 5.00 5.20 5.40
101.0 m/z 58.10 15.71%
31\0 L | 83.0 |
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.03%
41.0
29.0 101.0
bbb kil 739, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate A RARAR
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.33%
5000
58.0
15.0 579 | 72‘0 100.0
ol e e e e e PSS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.463 2.36 ng 178147  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1084 (8.463 min): BF138411.D\data.ms (-1080) (-) m/z 94.10 100.00%
94.1
5000
77.0
h 1100 15‘2'1 8.20 8.40 8.60 8.80
om‘_m_m“_m‘_w“_m_m_m_ m/z 77.05 24.33%
m/z--> 20 100 120 140 160
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\}\L\A‘\\\\‘\\\\’\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 1500 Mz 45.10  17.49%
15.0 “ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\\\‘\
miz--> 20 100 120 140 160
Abundance #30139.l—PropanoLS—phenoxy—
94.0
8.20 8.40 8.60 8.80
5000 m/z 152.05 15.19%
77.0 152.0
?Mw
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— e RARRN T
94.0 8.20 8.40 8.60 8.80
m/z 78.10 14.65%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.93 ng 156041  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 59

Abundance Scan 1671 (11.916 min): BF138411.D\data.ms (-1668) (- m/z 43.10 100.00%

43.1 73.0
1921
5000

| 12.00

O bt m/z 73.05 90.51%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T T

213.0 12.00
157.0185.0 m/z 41.05 84.24%

m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #109279: Tetradecanoic acid
73.0

o

43.0 C
12.00
5000 129.0 m/z 60.00 81.67%
185.0
228.0
015‘0?5
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —r==
43.0 73.0 12.00

m/z 57.10  74.34%

5000 129.0
199.0
L | e T
1500 Il il o |

0“qm‘JWNNH‘WH‘NHWMMMWH‘WHLWH‘WH‘WH‘WH‘WH

T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.868 4.67 ng 278519  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 90
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 2003 (13.868 min): BF138411.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
230.1
— ——
13.50 14.00
W § M ‘H‘ w“ IR ey |, 2761 3270 0 4310 84.08%
miz-> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 — ——
13.50 14.00
m/z 55.10 72.26%
OL4.q “ ‘H‘ ‘H‘ ‘\}\ \ ‘\178\]-\0‘ T T T ‘ T 1T \3?8\.9\ T
miz--> 50 100 150 200 250 300
Abundance #261457: Heptadecyl trifluoroacetate
57.0
— ——
7.0 13.50 14.00
5000 m/z 83.10 56.55%
i ‘ e e e
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)- — —
55.0 13.50 14.00
m/z 97.10 49.04%
- | LM\JL”\A/
L 1l | 13 90 1820 2230 2800
““‘ : P A T — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.492 2.46 ng 146565  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 78
2 Octadecane 254 C18H38 000593-45-3 70
3 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Octacosane 394 (C28H58 000630-02-4 58

Abundance Scan 2109 (14.492 min): BF138411.D\data.ms (-2106) (-] ' m/z 57.10 100.00%

57.1
5000
113.1 254.1 1450
e s e
0 Hmww ol e PRSL TUT Tmjz 43,10 63.82%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
5000 T
14.50
m/z 71.10 51.83%
L] 0020 seso 520
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 0 50 100 150 200 250 300 350 400
Abundance #141055: Octadecane
57.0
P
14.50
5000 ITI/Z 85.10 43.47%
254.
150 | | P701a01830 0
oAb A b e,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #295470: Sulfurous acid, butyl octadecyl ester P
57.0 14.50
m/z 55.10 35.98%
5000 WM

0 | \L \H‘ 1l n H \\4\\1 91830 2530 317.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ [ -
m/z--> 0 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.368 2.65 ng 97472  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
Abundance Scan 2258 (15.368 min): BF138411.D\data.ms (-2255) (- m/z 252.10 100.00%
252.1
w M\J\
— =
74.0 12H5'1 209 297.3 1500 15:50
Ol 80 11 16602003 4 2973 356.1400%f ., osp.10  32.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = [
15.00 15.50
m/z 253.10 24.65%
125.0
0L39.0 830 | 200.0. |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0
— —T
15.00 15.50
5000 m/z 125.10 14 .45%
126.0
0270 740 \“ 198.0 . |
L e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene — —
252.0 15.00 15.50
m/z 126.00 14.06%
5000
126.0
o 7a0 T 2000 |
—_— e P P
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138411.D

Acqg On : 01 Jul 2024 19:05
Operator : CG\JU

Sample : P3077-10

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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|
Butane, 2-metho... 2.181 45.1 ng 2771820 1  6.875 1230060 20.0
Propylene Glycol 3.404 2.0 ng 124065 1 6.875 1230060 20.0
2-Pentanone, 4-... 5.098 5.7 ng 349173 1 6.875 1230060 20.0
1-Phenoxypropan... 8.463 2.4 ng 178147 2 8.157 1511570 20.0
n-Hexadecanoic ... 11.916 2.9 ng 156041 4 11.392 1063970 20.0
1-Docosene 13.868 4.7 ng 278519 5 14.027 1191650 20.0
Pentacosane 14.492 2.5 ng 146565 5 14.027 1191650 20.0
Benzo[e]pyrene 15.368 2.6 ng 97472 6 15.492 734866 20.0
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