LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54966.D

Acqg On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc :

ALS Vvial : 14 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54966.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.192 317 324 332 rVB 29584 49385 2.87% ©0.329%
2 5.673 399 406 427 rVB 475058 795220 46.15% 5.299%
3 7.295 669 682 697 rBV 457926 851515 49.42% 5.675%
4 7.724 749 755 759 rBV 12154 19172 1.11% 0.128%
5 8.129 818 824 838 rVB 149298 261284 15.16% 1.741%
6 9.228 1000 1011 1016 rBV7 8969 25070 1.46% 0.167%
7 9.304 1016 1024 1035 rVV 283212 566584 32.88% 3.776%
8 10.121 1158 1163 1169 rBV5 10236 21325 1.24% 0.142%
9 10.339 1196 1200 1207 rBV7 8775 17636 1.02% 0.118%
10 10.709 1257 1263 1274 rBV 16670 38056 2.21% 0.254%
11 10.897 1288 1295 1299 rBV 28559 50224 2.91% 0.335%
12 10.955 1299 1305 1313 rVvV 192626 360631 20.93% 2.403%
13 11.079 1320 1326 1333 rVB3 13640 26912 1.56% 0.179%
14 11.937 1467 1472 1477 rBV2 10735 18240 1.06% 0.122%
15 12.136 1498 1506 1511 rBV4 11188 22417 1.30% 0.149%
16 12.336 1533 1540 1545 rBV 32851 52270 3.03% 0.348%
17 12.847 1620 1627 1632 rVB4 14527 29832 1.73% 0.199%
18 13.276 1694 1700 1704 rBV3 12975 23277 1.35% ©.155%
19 13.394 1712 1720 1729 rVB 822078 1349693 78.34% 8.994%
20 13.564 1741 1749 1754 rBV2 38363 71065 4.12% 0.474%
21 13.705 1769 1773 1778 rVB2 14878 26776  1.55% 0.178%
22 14.187 1850 1855 1857 rVv3 13845 20897 1.21% 0.139%
23 14.216 1857 1860 1864 rVV4 21442 28679 1.66% 0.191%
24 14.269 1864 1869 1875 rVW4 14246 28334 1.64% 0.189%
25 14.334 1875 1880 1888 rvB8 15770 32323  1.88% 0.215%
26 14.498 1903 1908 1913 rBV2 16924 37564 2.18% 0.250%
27 14.628 1927 1930 1934 rVB 30085 38058 2.21% ©.254%
28 14.769 1941 1954 1960 rBV 320270 531382 30.84% 3.541%
29 14.833 1960 1965 1972 rVB2 25316 44031 2.56% 0.293%
30 15.162 2018 2021 2028 rVB3 17115 31682 1.84% 0.211%
31 15.239 2030 2034 2042 rVB4 15869 30479 1.77% 0.203%
32 15.374 2052 2057 2062 rBV4 16383 36374 2.11% 0.242%
33 15.544 2081 2086 2088 rBV5 10608 18051 1.05% ©.120%
34 15.579 2088 2092 2097 rVB 36053 47611 2.76% ©.317%
35 15.814 2125 2132 2138 rBV3 20229 40385 2.34% 0.269%
36 15.979 2156 2160 2164 rVB3 17909 26259 1.52% 0.175%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54966.D

Acqg On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc :

ALS Vvial : 14 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.261 2202 2208 2225 rBV 515639 879827 51.06% 5.863%
38 16.443 2234 2239 2241 rBV 32296 50875 2.95% 0.339%
39 17.172 2358 2363 2369 rBV3 16961 32962 1.91% 0.220%
40 17.236 2370 2374 2378 rVW2 32010 47597 2.76% 0.317%
41 17.283 2379 2382 2386 rVV2 20748 32496 1.89% 0.217%
42 17.336 2387 2391 2397 rVB 18898 33290 1.93% 0.222%
43 17.518 2416 2422 2426 rBV 361368 589709 34.23% 3.930%
44 17.559 2426 2429 2437 rVB 294996 438663 25.46%  2.923%
45 17.653 2441 2445 2449 rVB 51562 70038 4.06% 0.467%
46 17.924 2487 2491 2496 rBV 17437 34457 2.00% 0.230%
47 17.977 2496 2500 2505 rVB 24254 34555 2.01% ©.230%
48 18.394 2566 2571 2575 rBV 58286 89798 5.21% ©.598%
49 18.441 2575 2579 2584 rVB 72418 107003 6.21% 0.713%
50 18.523 2589 2593 2598 rVB 24781 34941 2.03% ©0.233%
51 18.588 2598 2604 2608 rBv2 88353 175307 10.17% 1.168%
52 18.623 2608 2610 2614 rVB 43726 52241 3.03% 0.348%
53 18.664 2614 2617 2620 rBV2 19984 23264 1.35% 0.155%
54 18.887 2651 2655 2659 rBV 42181 56593 3.28% 0.377%
55 18.940 2659 2664 2670 rVB2 40816 66503 3.86% 0.443%
56 19.299 2721 2725 2730 rBV2 58333 98679 5.73% .658%

(4

57 19.569 2766 2771 2777 rBV 658728 947276 54.98% 6.313%
58 19.898 2823 2827 2828 rBV 95110 113907 6.61% ©.759%
59 19.933 2829 2833 2840 rVB 688700 986697 57.27% 6.575%
60 20.115 2859 2864 2869 rBV 1327246 1722957 100.00% 11.482%

61 21.807 3145 3152 3158 rBV3 441171 1210724 70.27%  8.068%
62 21.860 3158 3161 3168 rVB 282614 463904 26.92%  3.091%
63 24.116 3539 3545 3567 rVB3 201513 942885 54.72% 6.283%

Sum of corrected areas: 15005841
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054966.D\data.ms
1400000

1200000
1000000
800000

600000
5.673 7.295

400000
9.304

200000 8.129 10.955

5.192 7.724 9.2P8 10.1p13300Y08P079  11.9343536 12.847

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘]_r‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG054966.D\data.ms

20.115
1400000

1200000

1000000

19.93
13.394 19569

800000 21.807

600000 21860

400000 14.769

200000

13248156705 1A BITs 83 107016443

O e s B e B e e e e e LA e e e O AL e e

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054966.D\data.ms

1400000
1200000
1000000
800000
600000

24116

400000

V\-’\J\«f’\m
200000

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.192 3.78 ng 49385 1,4-Dichlorobenzene-d4 8.129

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
Abundance Scan 324 (5.192 min): BG054966.D\data.ms (-317) (-) m/z 43.10 100.00%
3.1
59.1
5000
101'1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 83.0 4.80 5.00 5.20 5.40 5.60
Ot L m/z 59.10 68.38%
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 DL B AL B I
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  25.32%
AT 0 83\'0 |
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine
43.0 59.0
REaas e AR o
4.80 5.00 5.20 5.40 5.60
5000 18.0 m/z 58.10 16.54%
1.0
0 H"nmh‘H‘ﬁﬂu"Hm"‘H“p“‘_“‘_“w“‘w“‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.29%
5000 31.0 43.0 73.0
0 """""‘MWM::u"mH!"‘“‘:;““?‘5:9_“191‘-9“ ‘ﬁw_AH_M‘MMW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.709 2.11 ng 38056 Naphthalene-d8 10.955
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 42
Abundance Scan 1263 (10.709 min): BG054966.D\data.ms (-1257) (- | m/z 57.10 100.00%
57.1
5000
75'0 T ‘ T T ‘ T
# | ‘ [ 2O 133.11511168.9 10.50 11.00
Ot L A RS m/z 45.10  91.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 —r— —
29.0 10.50 11.00
75.0 m/z 41.10 32.81%
‘ 1000 1320
0 \\‘\H‘\H‘\ \““1‘\\ = \‘1‘\“ \“i‘\ T }‘\ T \‘}'\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
— —
10.50 11.00
5000 m/z 75.00 23.87%
29.0 75.0
0 Hw,“;“‘w;ml“_wu“_“ woo
m/z--> 20 40 60 80 100 120 140 160 m
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- —— —f—
57.0 10.50 11.00
m/z 87.10 16.36%
5000
29.0 75.0
100.0
o A, »W Ao 20 630, N | —
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54966.D

Acq On : 15 Sep 2022 21:44

Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 3 Silane, trichlorooctadecyl- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
10.897 2.79 ng 50224  Naphthalene-d8 10.955
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane 226 CleH34 000544-76-3 72
4 Pentacosane 352 C25H52 000629-99-2 64

5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 1295 (10.897 min): BG054966.D\data.ms (-1288) (- | m/z 57.10 100.00%
57.1
- /M
N n/z 43.05  76.56%
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
5000
1050 1100
m/z 71.10 52.93%
015,(J L A “\ | %19 189.0231.0273.0315.0  386.(
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0 MA
/\f\ n /MMMM st I
1050 1100
5000 ITI/Z 41.10 39.56%
S| $20soens
iy D
m/z--> 0 100 150 200 250 300 350
Abundance #107220: Hexadecane “ —
57.0 10.50 11.00
m/z 85.10 37.82%
5000
d L[ monssozeo b ke
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.336 2.90 ng 52270  Naphthalene-d8 10.955
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
Abundance Scan 1540 (12.336 min): BG054966.D\data.ms (-1533) (- | m/z 57.10 100.00%
57.1
5000
85.1
= —
131.1 12.00 12.50
160.2
Ofrrrrres w‘_u”wlm:“muw“w‘uwawm‘w m/z 43.10  71.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
5000 85.0 T 1
12.00 12.50
29.0 m/z 71.10 50.90%
oLl ) 11301410 1690 197.0 2260
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
M e Ay
12.00 12.50
5000 m/z 85.10 35.77%
85.0
29.0
O e 2270 1860
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #74005: Tetradecane ﬂwwﬂﬁ -
57.0 12.00 12.50
m/z 41.10 32.34%
5000 85.0
29.0
“w“H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u“u‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.564 2.67 ng 71065  Acenaphthene-d1e 14.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 80

Abundance Scan 1749 (13.564 min): BG054966.D\data.ms (-1741) (-  m/z 57.10 100.00%
57.1

5000

85.1
T \
H H 112.1 1451  193.2 13.50
Ol e e m/z 43.10 67.19%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158598: Nonadecane
57.0
85.0
5000 IR
13.50
m/z 71.10 58.07%
29.0 3.0
O ‘\‘\‘\\“‘}\\““\WH}\“H‘H\““J\-%”\‘\‘\]\-%‘]T ‘O“]‘-‘G?‘O“]"‘QZ‘O‘H“‘“““‘2‘6“8“(
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
S T
13.50
5000 85.0 ITI/Z 85.10 39.40%
126.
AR o Y ST
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #123961: Heptadecane ‘ ‘j¥ ‘
57.0 13.50
m/z 41.10 33.73%
5000
85.0
29.0
Ll oo oo
‘HH‘HH‘HH‘HH‘H‘wu‘qu‘wu‘wu‘w‘uw‘uw‘uw‘u‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Phenanthrene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.394 3.05 ng 89798  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
Abundance Scan 2571 (18.394 min): BG054966.D\data.ms (-2566) (- | m/z 192.10 100.00%
192.1
— —
510 94.6 150 9311 277 18.00 18.50
ol L0 i 1801 | 2311 2770313 19110 62.28%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 = ——
18.00 18.50
m/z 189.05  33.70%
27.0 630 960 1390 |
T ‘ TTTT ‘ L ‘ T ’ T T T ‘ T T T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
= —
18.00 18.50
5000 m/z 190.10 17.89%
0 51'0“ | M :\1'5‘“2 (A
e e a m
miz--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl- P 1
192.0 18.00 18.50
m/z 193.10  13.75%
- W/\/\N\M
0 39.0 “83“.0\\ 139'0 h‘ L
— e e e — —
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 7 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.441 3.63 ng 107003 Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 2579 (18.441 min): BG054966.D\data.ms (-2575) (- | m/z 192.10 100.00%
192.1
18.50
95.0 152. .
ol O3 T Rl 2281 28LL o 191,10 62.43%
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 1
18.50
m/z 189.10  31.55%
0 39.0 \‘83"0” 1390 h‘ L \‘H
T T T T ‘ T T T T ’ T T T T ’ T T T T ’ T T T ‘ T T T ‘
miz--> 50 100 150 200 250
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
—
18.50
5000 m/z 193.10 16.94%
270 630 %80 130 | |
i A o e
miz--> 50 100 150 200 250
Abundance #67043: Phenanthrene, 1-methyl- —
192.0 18.50
m/z 190.10  15.99%
5000
95.0
0 2§Q \\6%.(\)\\ \‘m h\ . 13\9? h‘\ L
e e e s
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.588 5.95 ng 175307  Phenanthrene-di0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 53
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 47
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38

Abundance Scan 2604 (18.588 min): BG054966.D\data.ms (-2598) (- | m/z 189.10 100.00%
189.1
94.6 e ‘
18.50
6 . ‘ 139.0 m
ob 820l 1390 | J| 226226012951 . 199716  97.ga%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H- Cydopaﬂaweﬂphenanﬂnene
190.
5000 A :
94.0 18.50
4 m/z 192.10  77.03%
o300 \‘\ 1370 |
L ’ T L L ‘ T T ’ L ‘ L ‘ T L
miz--> 50 100 150 200 250 300
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
T \
18.50
5000 m/z 191.10 56.93%
"0 ea0 970130 | |
e
m/z--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene T ‘
189.0 18.50
m/z 94.60 23.76%
5000
94.0
o,, —
m/z--> 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54966.D

Acq On : 15 Sep 2022 21:44

Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 9 9,10-Anthracenedione Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
18.940 2.26 ng 66503 Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 9,10-Anthracenedione

2 Benzo[h]cinnoline
3 Benzo[c]cinnoline
4 9H-Fluoren-9-one

208 C14H802
180 C12H8N2
180 C12H8N2
180 C13H80

5 2-(Dicyanomethylene)indene-1,3-d... 208 C12H4N202

000084-65-1 94
000230-31-9 78
000230-17-1 78
000486-25-9 78
016954-74-8 58

Abundance Scan 2664 (18.940 min): BG054966.D\data.ms (-2659) (- | m/z 208.10 100.00%
208.1
152.0
5000
76.0 —
19.00
41. 117, 270.1 312.0
ok ‘N%u“$‘MquwR‘“‘lww“‘mu‘”“uw“wyumwww‘ m/z 180.10 85.15%
m/z--> 50 100 150 200 250 300
Abundance #85294: 9,10-Anthracenedione
152.0 | 208.0
5000 76.0 T
19.00
m/z 152.00 61.49%
O\%gu'q‘\“\“‘\“ljrﬁ‘;\o-q\\‘\\‘\‘H\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300
Abundance #54970: Benzo[h]cinnoline
180.0
——
19.00
5000 ITI/Z 151.05 33.44%
76.0
‘ 126.0
o"‘M‘“‘www,um‘l‘”“_H‘_‘H,HH
m/z--> 50 100 150 200 250 300
Abundance #54969: Benzo[c]cinnoline T
152.0 19.00
m/z 76.05 21.52%
5000 AA
76.0 M
NI =T I I B YO WL Y A
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54966.D

Acq On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.299 3.35 ng 98679  Phenanthrene-d1e 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 Cl1l6H14 000781-43-1 91
3 Phenanthrene, 1,7-dimethyl- 206 CleH14 000483-87-4 90
4 di-p-Tolylacetylene 206 CleH14 002789-88-0 90
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 87
Abundance Scan 2725 (19.299 min): BGO54966 D\data.ms (-2721) (- m/z 206.10 100.00%
206.
57.1 ‘ 19.00 19.50
' 01.1 165.1 . .
ol bl ST i‘hu 261 3LL 4z 191.18 46.47%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — ——
19.00 19.50
101 m/z 189.10 26.89%
-
O\\\\’6\39“‘h‘\\\\‘\\\“h\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0
—— —
19.00 19.50
5000 m/z 205.10 25.75%
0'34‘0‘ ‘5]’79‘\\\\ \\M\\ “h‘-\‘ iu \\ \L “‘H HH‘ N —
miz--> 50 100 150 200 250 300
Abundance #82948: Phenanthrene, 1,7-dimethyl- —— —
206.0 19.00 19.50
m/z 207.10  19.89%
- MM
102.0 ‘
m/z--> 50 100 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54966.D

Acqg On : 15 Sep 2022 21:44
Operator : CG/JU

Sample : N4569-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
2-Pentanone, 4-... 5.192 3.8 ng 49385 1 8.129 261284 20.0
Ethanol, 2-(2-b... 10.709 2.1 ng 38056 2 10.955 360631 20.0
Silane, trichlo... 10.897 2.8 ng 50224 2 10.955 360631 20.0
Hexadecane 12.336 2.9 ng 52270 2 10.955 360631 20.0
Nonadecane 13.564 2.7 ng 71065 3 14.769 531382 20.0
Phenanthrene, 1... 18.394 3.0 ng 89798 4 17.518 589709 20.0
Anthracene, 2-m... 18.441 3.6 ng 107003 4 17.518 589709 20.0
4H-Cyclopenta[d... 18.588 6.0 ng 175307 4 17.518 589709 20.0
9,10-Anthracene... 18.940 2.3 ng 66503 4 17.518 589709 20.0
Phenanthrene, 2... 19.299 3.4 ng 98679 4 17.518 589709 20.0
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