LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc :

ALS Vvial : 15 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126282.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 11 rVB 600758 633189 15.80% 1.887%
2 2.222 18 23 29 rvVB 89348 116903 2.92% 0.348%
3  4.404 389 394 400 rBV 38080 43536 1.09% ©0.130%
4 5.028 495 500 512 rVB 1214254 1599882 39.93% 4.767%
5 5.434 564 569 572 rBV 3889753 4006784 100.00% 11.939%
6 5.834 633 637 643 rBV 200102 171220 4.27% 0.510%
7 6.445 735 741 744 rBV 3483812 3809457 95.08% 11.351%
8 6.816 800 804 807 rBV 1173246 896834 22.38% 2.672%
9 7.375 894 899 902 rBV 2444327 2505029 62.52% 7.464%
10 8.098 1018 1022 1025 rBV 1327799 1118915 27.93% 3.334%
11  9.175 1200 1205 1208 rBV 3489000 3207502 80.05% 9.557%
12 9.263 1217 1220 1226 rVB2 63635 68296 1.70% 0.203%
13 9.851 1316 1320 1324 rBV 1082658 948826 23.68% 2.827%
14  9.880 1324 1325 1332 rVB 49794 42062 1.05% ©.125%
15 10.639 1450 1454 1465 rBV 1725022 1679317 41.91% 5.004%
16 11.333 1569 1572 1575 rBV 974595 877903 21.91% 2.616%
17 11.357 1575 1576 1579 rVV 286445 181478 4.53% 0.541%
18 11.410 1582 1585 1589 rVB 62735 56726 1.42% 0.169%
19 11.869 1660 1663 1666 rBV 136474 136336 3.40% 0.406%
20 11.945 1673 1676 1683 rVB 54234 81108 2.02% 0.242%
21 12.151 1709 1711 1718 rVB2 43057 47130 1.18% ©0.140%
22 12.386 1745 1751 1754 rBVS5S 32362 41324 1.03% 0.123%
23 12.439 1754 1760 1762 rBV4 37456 50865 1.27% 0.152%
24 12.545 1775 1778 1781 rBV 612219 500870 12.50%  1.492%
25 12.774 1811 1817 1820 rBV 538623 545245 13.61% 1.625%
26 12.921 1838 1842 1846 rBV 2882260 2695788 67.28% 8.032%
27 13.080 1862 1869 1870 rBV5 35777 51633 1.29% 0.154%
28 13.104 1870 1873 1875 rVB 67960 62821 1.57% 0.187%
29 13.168 1880 1884 1886 rBV2 59599 57346 1.43% 0.171%
30 13.204 1886 1890 1893 rBV 57699 65138 1.63% 0.194%
31 13.357 1913 1916 1919 rBV2 47496 50310 1.26% ©0.150%
32 13.392 1919 1922 1929 rVB7 42288 69915 1.74% 0.208%
33 13.604 1955 1958 1964 rVB 37056 54002 1.35% 0.161%
34 13.721 1973 1978 1980 rBV2 55885 79179 1.98% 0.236%
35 13.768 1984 1986 1991 rVB2 39037 58243 1.45% 0.174%

36 13.880 2000 2005 2013 rBv4 154442 439654 10.97% 1.310%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc :

ALS Vvial : 15 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.962 2015 2019 2023 rVV2 2144709 2485049 62.02% 7.404%
38 13.992 2023 2024 2031 rVB 290825 270789 6.76% 0.807%
39 14.068 2032 2037 2047 rBV 611589 676235 16.88% 2.015%
40 14.357 2082 2086 2090 rBV2 48740 57190 1.43% 0.170%
41 14.392 2090 2092 2096 rVB2 50509 45040 1.12% 0.134%
42 14.451 2099 2102 2105 rBV2 63983 63597 1.59% 0.189%
43 14.551 2114 2119 2125 rVB6 43936 111301 2.78% 0.332%
44 14.609 2126 2129 2133 rVB2 46762 47816 1.19% 0.142%
45 14.657 2134 2137 2140 rBvV4 37750 40536 1.01% 0.121%
46 14.833 2163 2167 2173 rBV3 111111 147948 3.69% 0.441%
47 14.998 2191 2195 2198 rBV 362572 512768 12.80% 1.528%
48 15.098 2208 2212 2217 rVB3 82981 133493 3.33% 0.398%
49 15.298 2242 2246 2251 rVB 213656 267875 6.69% 0.798%
50 15.357 2251 2256 2259 rBV 242660 286161 7.14% 0.853%
51 15.421 2262 2267 2270 rBV 766186 932628 23.28% 2.779%
52 15.898 2344 2348 2353 rBV 58841 82314 2.05% 0.245%
53 16.839 2504 2508 2518 rVB2 85006 169486 4.23% 0.505%
54 16.974 2527 2531 2537 rBV4 22066 48230 1.20% 0.144%
55 17.268 2576 2581 2587 rBV2 66871 132617 3.31% 0.395%
Sum of corrected areas: 33561839
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Dec 2021 17:13

: M5122-02

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
BF126282.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF126282.D\data.ms
5.434

6.445

7.375

5.028 6.816

116

5.834

222 4.404

Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

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
TIC: BF126282.D\data.ms
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Time-->
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Time-->
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18U, 1512388
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.116 14.12 ng 633189 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 5 (2.116 min): BF126282.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0 /\\
87.1 N, N
6k 0 ‘ 2.202.30 2.40 2.50
Okt 280 L m/z 43.e0 36.63%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 IERERAREN R R RN
55.0 2.202.302.40 2.50
41.0 87.0 m/z 55.00 27.00%
27.0 ‘
O\H‘\\H‘\\H‘\\\m“{\H‘il\‘H‘\‘\1‘\“\\HH\1\\‘\\\\‘\\\\‘\.\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
R R ARAR
2.202.302.402.50
5000 43.0 m/z 87.10 23.16%
58.0
29.0 ‘ 87.0
o‘H_Hw"‘wHMM""::‘wH"‘HH_:Hw“www
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- R RRRRE R
73.0 2.202.302.402.50
m/z 41.05 11.34%
5000
43.0
15.0 290 | 590
(VRS A BRSPS NI NS MRS A e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Propane, 1,1-dimethoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.222 2.61 ng 116903 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 56
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 45
3 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 33
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
5 2,2"'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 10
Abundance  Scan 23 (2.222 min): BF126282.D\data.ms (-18) (-) m/z 75.00 100.00%
75.0
5000 45.0
T
| ‘ 50.0 1031 220 240 2.60
O e o 208wz 73.10 73.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 L AL LA B
220 240 260
m/z 45.00 40.93%
0 \“\‘\ ‘\‘ ‘ \5‘9\0 minh 88.0 103.0
H’\H\‘\H\‘H\\‘I\H‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5623: Glycolaldehyde dimethyl acetal
75.0
T
220 240 260
5000 m/z 41.00 30.25%
31.0 450
2 | Jlso | e
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10523: 2-Propanol, 1,1-dimethoxy- B
75.0 220 240 260
m/z 47.05 21.45%
5000
310 470 89.0
e e e e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 35.68 ng 1599880 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF126282.D\data.ms (-495) (-) m/z 43.00 100.00%

43.0
59.0
5000
1010 L B I L B I LN L
83.0 4.80 5.00 5.20 5.40
ottt e m/z 59.80 56.86%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L LI LN B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 18.13%
15.0 101.0
‘ T " | 83.0 ! ‘
O\\\\‘\\\\‘}\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R AEEEEREY
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 15.97%
101.0
0“1‘5‘,‘.0‘“1“‘ “‘w L ‘8‘3"0““””‘””‘”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.50%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0 t\
1 AR e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.834 3.82 ng 171220 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12
3 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
5 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 9
Abundance Scan 637 (5.834 min): BF126282.D\data.ms (-633) (-) m/z 42.95 100.00%
43.0 73.1
5000
R E B e SRR
56.1 100.0 115.1 5.60 5.80 6.00 6.20
O el i e L m/z 730100 98.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5.60 5.80 6.00 6.20
m/z 115.10 10.55%
150 290 || 560 67,0 100.0 11?0
O\H‘H‘H‘H\W‘\‘\H‘Mf‘u‘\\u\‘HH‘\}\\‘\H\.‘HH}HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2398: Propane, 2-methoxy-2-methyl-
73.0
S RARRMEEE
5.60 5.80 6.00 6.20
5000 m/z 41.10 9.71%
41.0 57.0
270
0be 240 20l oo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8754: N-Formylmorpholine
29.0 5.60 5.80 6.00 6.20
115.0 m/z 42.10 6.02%
5000 42.0 56.0
86.0 100.0
15.0 ‘ 72.0 ‘
om‘H‘H‘H1““HH“m‘m_M‘_H‘y!Hw““_m‘w,m1‘,‘” SMSVEY'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 8
R.T. EstConc Area Relative to ISTD R.T.

11.868 3.11 ng 136336  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 56
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 25
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 15

Abundance Scan 1663 (11.868 min): BF126282.D\data.ms (-1660) (1 m/z 73.00 100.00%

73.0
43.0
192.1
5000
— P dagoss
22712561  11.50 12.00
01 m/z 60.00 80.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 T R
11.50 12.00
167.0 145 02130 256.0 m/z 43.05 77 .65%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
43.0 73.0
— ——
11.50 12.00
5000 129.0 m/z 57.00 70.40%
1990 2420
T
M0 1 o P O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67026: Anthracene, 9-methyl- — —
192.0 11.50 12.00
m/z 41.00 61.61%
5000
96.0 165.0
0280 63\0 1 1390 \‘ u”
[ e e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.880 3.54 ng 439654  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 2005 (13.880 min): BF126282.D\data.ms (-2000) (- m/z 83.05 100.00%

83.0
5000
234.0 = —
29 ‘ Fo ‘ 13.50 14.00
0 H‘w‘\;\‘\uw\hmu\ ‘\H\huu\‘ \hm‘uh‘u‘\H“HH‘HH‘H m/z 57.00 95.84%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 — e
11.0 13.50 14.00
m/z 43.00 93.03%
‘ 169.0
O\\“\‘\““\“\‘\ “\ ‘” “\\\\21?\92\5‘5\\0\\‘\\\\‘\\\4\.(‘)6\(\
m/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
= —
13.50 14.00
5000 ITI/Z 97.10 87.21%
29.
26.0
ol LLLLIPEY ss20 200
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol “ T
55.0 13.50 14.00
m/z 55.00 84.46%
5000 11.0 ¢
o,‘OZPOZ%O ) T
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.068 5.44 ng 676235 Chrysene-di2 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 70
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 40
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 38

Abundance Scan 2037 (14.068 min): BF126282.D\data.ms (-2032) (. m/z 277.05 100.00%
277.1

5000 J¥
1.0 15pq 1990 —r
: 14.00
113.0 ‘
o ‘399J““‘qu“‘w‘ N‘w‘h‘i‘ 24T L mjz 278.10  31.16%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00
77.0 199.0 m/z 77.00  25.77%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ L ““ T \“\ U T T T T ‘ T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
P \
14.00
5000 m/z 199.00 21.71%
.0 183.0
ol 39 L 12000 L U‘ 280 L
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy e ‘
277.0 14.00
m/z 183.00 18.74%
5000
77.0 183.0
| ‘ 131.0 ‘ ‘ ‘
0 I R I | “M I |

m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 5,9,13-Pentadecatrien-2-one... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.833  3.07ng 147048 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H3@0 000762-29-8 50
2 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 50

3 .beta.-Citronellol, chlorodifluo... 268 C12H19C1F202 1000376-20-8 49
4 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 49
5 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220 023262-34-2 47

Abundance Scan 2167 (14.833 min): BF126282.D\data.ms (-2163) (- m/z 69.10 100.00%

69.1
5000
1490 254.0 T — T
14.50 15.00
oLy hﬁ‘ ol e P00 L2880 1 00 52.24%
miz--> 50 100 150 200 250
Abundance #151024: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-
69.0
5000 — —
14.50 15.00
136.0 m/z 41.00 24.53%
262.0
ol 3300 il M-Oﬂh 47302000 P
miz--> 50 100 15 200 250
Abundance #139888: 2-propenamide, 2-methyl-N-[4-[(methylsulfonyl)
69.0
— —r
14.50 15.00
5000 175.0 m/z 254.00 19.54%
254.0
39,0 107.0
] N
Miz--> 50 100 150 200 250 /m
Abundance  #157474: .beta.-Citronellol, chlorodifluoroacetate ‘ ‘[\"’fVM e
69.0 14.50 15.00
m/z 95.05 17.21%
o MM*M
390‘ 1230
e R L T —
Mz 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 9 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.098 2.86 ng 133493  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 83
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 60
4 Benzo[a]pyrene 252 C20H12 000050-32-8 60
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 55

Abundance Scan 2212 (15.098 min): BF126282.D\data.ms (-2208) (-, m/z 252.10 100.00%
252.1

57.0

5000

15.00 15.50
155.1183.1 283.]
0! m/z 57.05 69.45%

m/z--> 40 60 80 100120 140 160 180200 220 240 260 280
Abundance #138559: Benzol[e]pyrene
252.0

5000

224.0

T
15.00 15.50
126.0 m/z 71.10 56.93%

41.0 68.0 99.0 \H‘ 1740  224.0 M
\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘H\
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138563: BenzolKk]fluoranthene
252.0

—
15.00 15.50

o

5000 ITI/Z 43.05 48.47%
126.0
R Ramsa R AN RaA N E o e S e
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138568: Benzo[b]fluoranthene —— —
252.0 15.00 15.50

m/z 85.05 39.33%

5000
126.0
63.0 99.0] ‘H‘ 1740 2240 hH

Ot et e e e e e T ‘
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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@ Benzo[j]fluoranthene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.298 5.74 ng 267875  Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 97
5 Benzo[a]pyrene 252 C20H12 000050-32-8 96

Abundance Scan 2246 (15.298 min): BF126282.D\data.ms (-2242) (-1 m/z 252.05 100.00%

252.1
5000
125.0
3.9 97.1 H 154.0 192.1 224.0 M 1500 15:50
0,439, . OTL[ | 1540 1921 2285 | 282C ./, 356.05  26.85%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138559: Benzol[e]pyrene
252.0
5000 I J\‘ :
15.00 15.50
126.0 m/z 253.05 20.65%
01410 68.0 99.0) \H 1740 2240 M
\\‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\ \‘HH‘H
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #138563: BenzolKk]fluoranthene
252.0
15.00 15.50
5000 ITI/Z 125.00 19.01%
126.0
mamma e R RAAREEA LN o
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene o 7
252.0 15.00 15.50
m/z 126.00 16.86%
5000
126.0
ol 630 990, ‘\\ 1740  224.0 MH
e R A e e = =
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126282.D

Acqg On : 20 Dec 2021 17:13
Operator : JU/CG

Sample : M5122-02

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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... 2.116 14.1 ng 633189 1 6.816 896834 20.0
Propane, 1,1-di... 2.222 2.6 ng 116963 1 6.816 896834 20.0
2-Pentanone, 4-... 5.028 35.7 ng 1599880 1 6.816 896834 20.0
2-Pentanone, 4-... 5.834 3.8 ng 171220 1 6.816 896834 20.0
n-Hexadecanoic ... 11.868 3.1 ng 136336 4 11.333 877903 20.0
Heptafluorobuty... 13.880 3.5 ng 439654 5 13.968 2485050 20.0
Triphenylphosph... 14.068 5.4 ng 676235 5 13.968 2485050 20.0
5,9,13-Pentadec... 14.833 3.2 ng 147948 6 15.421 932628 20.0
Benzo[e]pyrene 15.098 2.9 ng 133493 6 15.421 932628 20.0
Benzo[j]fluoran... 15.298 5.7 ng 267875 6 15.421 932628 20.0
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