LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc :

ALS vial : 8 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-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57807.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.625 86 91 101 rBV 73888 108973 4.75% 0.857%
2 4.112 168 174 181 rBV 71016 100254 4.37% 0.789%
3 5.029 323 330 340 rVB 247512 365785 15.94%  2.878%
4 5.428 394 398 403 rBV 19849 29139 1.27% 0.229%
5 5.493 403 409 415 rVW 509142 784500 34.18% 6.172%

6 5.563 415 421 437 rVB2 80579 178689 7.78%
7 5.934 478 484 490 rBV2 38599 61404 2.68%
8 7.079 671 679 687 rBV 580074 947600 41.28%
9 7.919 815 822 828 rBV 103808 172359  7.51%

9.077 1009 1019 1027 rBV 328506 583587 25.42%
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R

11 10.722 1289 1299 1305 rBV 165543 298920 13.02%
12 13.178 1709 1717 1727 rVB 967941 1464465 63.80% 11.
13 14.553 1941 1951 1957 rBV 306084 477165 20.79%
14 15.91@ 2171 2182 2187 rBV 61482 99650  4.34%

NoOwWwRrN
N
U1
A
3R

15 16.039 2198 2204 2210 rBV 650118 963659 41.98% 582%
16 16.263 2238 2242 2251 rBV5S 17385 42665 1.86% ©.336%
17 16.621 2291 2303 2306 rBV 35790 68079 2.97% ©.536%
18 16.950 2354 2359 2367 rBv4 19128 33341 1.45% ©.262%
19 17.056 2372 2377 2380 rVV2 20944 30935 1.35% 0.243%
20 17.109 2383 2386 2395 rVB5 16294 29557 1.29% 0.233%
21 17.297 2412 2418 2423 rBV 416255 624321 27.20% 4.912%
22 17.338 2423 2425 2432 rVB 62272 73220 3.19% ©0.576%
23 17.491 2444 2451 2455 rBv4 16515 38001 1.66% ©.299%
24 17.579 2462 2466 2468 rBV3 15975 25394 1.11% ©0.200%
25 17.602 2468 2470 2475 rVB3 26304 39627 1.73% ©.312%
26 17.790 2499 2502 2505 rBV3 23188 24735 1.08% ©.195%
27 17.878 2513 2517 2525 rVB2 29739 49049 2.14%  ©.386%
28 18.184 2563 2569 2572 rBV2 89496 173755 7.57% 1.367%
29 18.219 2572 2575 2581 rVB 95696 141009 6.14% 1.109%
30 18.354 2594 2598 2603 rVvv3 32701 49755 2.17% 0.391%
31 18.401 2603 2606 2610 rVB3 21056 29145 1.27% ©.229%
32 18.484 2616 2620 2624 rBV2 42162 60503 2.64% 0.476%
33 18.566 2630 2634 2639 rVB3 18363 27940 1.22% 0.220%
34 18.672 2648 2652 2656 rBV2 38177 53416 2.33% 0.420%
35 19.006 2706 2709 2713 rVB 22702 25970 1.13% ©0.204%
36 19.089 2719 2723 2725 rBV 36702 45372 1.98% 0.357%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 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-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.118 2725 2728 2730 rVWW 22053 23064 1.00% 0.181%
38 19.224 2743 2746 2752 rBV5 20299 30014 1.31% 0.236%
39 19.347 2763 2767 2774 rVB2 74662 109180 4.76% 0.859%
40 19.412 2775 2778 2781 rBv2 37739 45151 1.97% 0.355%
41 19.459 2782 2786 2789 rBv6 31233 40684 1.77% ©0.320%
42 19.694 2823 2826 2827 rBvV 38702 44659 1.95% ©.351%
43 19.864 2851 2855 2857 rBV3 42004 59283 2.58% 0.466%
44 19.917 2858 2864 2869 rVB 1714264 2295465 100.00% 18.059%
45 20.223 2914 2916 2921 rVB2 51614 53335 2.32% 0.420%
46 20.716 2997 3000 3003 rBV 46564 51765 2.26% 0.407%
47 21.204 3080 3083 3092 rVB3 165394 250287 10.90%  1.969%
48 21.551 3136 3142 3147 rBvV2 383911 660108 28.76% 5.193%
49 24.700 3670 3678 3694 rVB 241427 725678 31.61% 5.709%

Sum of corrected areas: 12710611

8270-BG061923.M Fri Jun 23 11:00:12 2023 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Jun 2023 13:03
: CG/IU
: 03290-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
BGO57807.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG057807.D\data.ms
1500000
1000000
5.493 7.079
500000 '
9.077
5.029
10.722
3.625 4.112 63 7.919
O%\‘\A\\\‘}\\\\\‘\\\\‘\\?l\‘\\?.\9‘3?4\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057807.D\data.ms
19.917
1500000
100000013.178
16.
6.039 21.551
500000
17.297 21.204
14.553
. 202232010
. 159152610 62 p0 et
e e LI o o e e e T N L e B B N S S N
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 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: BG057807.D\data.ms
1500000
1000000
500000
M
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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

8270-BGO61923.M Fri Jun 23 11:00:14 2023 Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 unknown3.625 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.625 12.64 ng 108973  1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance  Scan 91 (3.625 min): BG057807.D\data.ms (-86) (-) m/z 45.00 100.00%

45.0
5000
AR ARAmmaREE e
61.0 3.40 3.60 3.80 4.00
O 202, 930, 17689 830 sz 43,00 16.98%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 LB B L I R L R
3.40 3.60 3.80 4.00
20.0 m/Z 61.00 6.12%
19.0
ST I 2 || 530510 760
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
A ARRARERREE
3.40 3.60 3.80 4.00
5000 m/z 44.00 5.58%
31.0
Obrrr i20 530080 750
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol o AAREmaEEEEEE SRR
45.0 3.40 3.60 3.80 4.00
m/z 46.00 3.01%
5000
29.0
o 190 17370 | 530%%0 760
R e e e e ARm e
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 1,3,5-Cycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.112 11.63 ng 100254  1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 94
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 87

4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 64
5 2,5-Norbornadiene 92 C7H8 000121-46-0 64

Abundance Scan 174 (4.112 min): BG057807.D\data.ms (-168) (-) m/z 91.00 100.00%

91.0
5000
AR A RAREY
39.0 510 650 3.80 4.00 4.20 4.40
O et et 769l hyz 92.00  57.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0
5000 LB L B A I B |

3.80 4.00 4.20 4.40
m/z 65.00 11.75%

390 510 690

O\\\‘\\\\‘\\2\7\-0‘\\\i"\\‘\\“\\\\‘}‘\‘\\‘\\7\7\.0‘\\\\“\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2773: 1,3,5-Cycloheptatriene
91.0
A BRRRER AR S
3.80 4.00 4.20 4.40
5000 ITI/Z 39.00 9.74%
39.0 65.0
ol 0 200 | 2 lome
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2778: Spiro[2,4]hepta-4,6-diene
91.0 3.80 4.00 4.20 4.40
m/z 63.00 8.26%
5000
39.0 65.0
27.0 ‘ 51.0
b0 Ll 7o L SR N —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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.
5.029 42.44 ng 365785 1,4-Dichlorobenzene-d4 7.919

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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
Abundance Scan 330 (5.029 min): BG057807.D\data.ms (-323) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 I BARAEREEEEE
4.80 5.00 5.20 5.40
‘ ‘ 83.0 .
o+ttt e m/z 59.00 62.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B L LA L L
4.80 5.00 5.20 5.40
590 m/z 101.00  18.97%
101.
o 200, H 70 830 1710
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R a A RREamaREE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.83%
20.0 101.0
O o b T30 850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- PP AT T T
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.05%
5000 41.0
29.
‘ ‘ 87.0
L . . N
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_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.910 4.18 ng 99650  Acenaphthene-di1e 14.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
Abundance Scan 2182 (15.910 min): BG057807.D\data.ms (-2171) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
w
16.00
152.0
Ol 2209 L e myz 77.00 62.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 U
16.00
51.0 m/z 182.00  50.57%
Jeo | 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0 /\j\ j\
AN L AL
182.0 16.00
5000 m/z 51.00 26.05%
51.0 105.0
0270 ‘ 1280 1520 \
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 16.00
m/z 181.00 10.57%
77.0
5000
51.0 /\/\ ﬂ‘
152.0
o2 e e ; ﬂ — ,A QA ]
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.621 2.18 ng 68079  Phenanthrene-die 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 87
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 80
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 80
4 Hexaethylene glycol 282 C12H2607 002615-15-8 72
5 Pentaethylene glycol 238 C10H2206 004792-15-8 72

Abundance Scan 2303 (16.621 min): BG057807.D\data.ms (-2291) (- | m/z 45.00 100.00%

45.0
5000
89.0

196.1
Ll 2180 1651 "7 oo Ooa
0 ekl sl e 57.10  45.39%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-ol
48.0
5000
89.0 16 50 17 00
’ m/z 89.00 30.59%
144.0
O \\\‘\‘u“\ T ‘M! T \‘M‘ TT U‘\ ‘ 1170 \ ‘ 1 \\\‘\]-\7\\5‘\0\ \\2‘0\\7\(\)‘ \H\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
‘A‘N I PO
16.50 17.00
5000 89.0 m/z 40.95 15.04%

o

33.0
o) || 0 ) BP0 s070 s
150) | L Juil 1630 2070 251
m/z--> 20 40 60 80 100120 140 160 180 200 220 240

Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0 16 50 17 00

m/z 87.00 14.88%

5000
89.0

150J ﬂ ‘J ‘ M |, 119:0 N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.184 5.57 ng 173755  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 51
4 Tridecanoic acid 214 C13H2602 000638-53-9 46
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
Abundance Scan 2569 (18.184 min): BG057807.D\data.ms (-2563) (- | m/z 192.05 100.00%
73.0 19p.1
43.0
5000
— —
‘ 18.00 18.50
0 ,WW‘:M‘!“ v m/z 73.00 85.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 b —pes, i
18.00 18.50

157.01g5 02130  256.0 m/z 43.00 78.39%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67026: Anthracene, 9-methyl-
192.0
e e
18.00 18.50
5000 ITI/Z 60.00 77 .96%
96.0
0 28"0‘ ‘6\?7.0‘ o \\‘ 126‘Q :!.6:‘%0‘ HH
P e e e e et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67047: Naphtho[2,3-b]norbornadiene A b e
192.0 18.00 18.50

m/z 55.00 66.32%

- W
96.0 16%.0 ‘
630 96.0 1960 1930 |

32.
Oty et e e e e e “

7 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 10 Anthracene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.219 4.52 ng 141009  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 2575 (18.219 min): BG057807.D\data.ms (-2572) (1 m/z 192.00 100.00%
192.0
— —
63.0 95.0 165.0 18.00 18.50
b 220 22 b 2280l m/z 191,10 60.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 eyt A
18.00 18.50
m/z 189.00  29.63%
83.0 165.0
0l15.0 390 610 "1, 11601390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67036: Phenanthrene, 3-methyl-
192.0 /\/W
T ‘ \A T T T [ a4 T
18.00 18.50
5000 m/z 190.00 16.29%
96.0
0 390 630 | 139.0 1620 w
B A 3 o e e R |
miz--> 20 40 60 80 100 120 140 160 180 200 NM
Abundance #67035: Phenanthrene, 1-methyl- e R
192.0 18.00 18.50
m/z 193.10  15.99%
5000
165.0
o 390630 960 1390 s\ Py
A e AR Eamma s me ALy —
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\

Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03

Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 1-Docosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

21.204 7.58 ng 250287  Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94

2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3083 (21.204 min): BG057807.D\data.ms (-3080) (- | m/z 57.00 100.00%
57.0
7.0
5000
P e
| ‘ 1791 22502630 3153354, 2100 2150
oLk ik ‘ ”“M b o005 300 m/z 55.00  79.64%
m/z--> 50 100 150 200 250 300 350
Abundance #209740: 1-Docosene
57.0 97.0
5000 —r— —
308.0 21.00 21.50
m/z 43.00 72.54%
o0l Ll “\‘ \\_ “h‘ “h‘m‘ H022302660 |
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
P e
7.0 21.00 21.50
5000 ITI/Z 83.00 66.72%
390
050 LLLLLITO 1980 2690 aa00
m/z--> 50 lOO 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate T —
57.0 21.00 21.50
97.0 m/z 69.00 60.07%
5000
ey ““ R e P e
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57807.D

Acqg On : 22 Jun 2023 13:03
Operator : CG/JU

Sample : 03290-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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|
unknown3.625 3.625 12.6 ng 108973 1  7.919 172359 20.0
1,3,5-Cyclohept... 4.112 11.6 ng 100254 1  7.919 172359 20.0
2-Pentanone, 4-... 5.029 42.4 ng 365785 1 7.919 172359 20.0
Benzophenone 15.910 4.2 ng 99650 3 14.553 477165 20.0
3,6,9,12-Tetrao... 16.621 2.2 ng 68079 4 17.297 624321 20.0
n-Hexadecanoic ... 18.184 5.6 ng 173755 4 17.297 624321 20.0
Anthracene, 2-m... 18.219 4.5 ng 141009 4 17.297 624321 20.0
1-Docosene 21.204 7.6 ng 250287 5 21.551 660108 20.0
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