LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO60753.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.099 14 19 27 rBV4 18401 36657 1.31% 0.152%
2 3.175 27 32 44 rVB 273688 436561 15.61% 1.808%
3 3.686 114 119 131 rBV 69341 125866 4.50% 0.521%
4 5.537 426 434 444 rBV 744910 1246189 44.57% 5.161%
5 7.112 693 702 712 rBV 832768 1416272 50.66% 5.865%
6 7.546 770 776 783 rBV 20449 35182 1.26% 0.146%
7 7.958 838 846 853 rBV 325890 562338 20.11% 2.329%
8 9.109 1033 1042 1049 rBV 470216 844326 30.20%  3.496%
9 10.754 1313 1322 1328 rBV 424042 794703 28.42% 3.291%
10 11.489 1440 1447 1453 rBvV2 40768 73126 2.62% 0.303%
11 12.405 1597 1603 1610 rBvV2 24326 45179 1.62% 0.187%
12 12.629 1636 1641 1646 rVB3 18940 33231 1.19% 0.138%
13 13.210 1732 1740 1748 rBV 1231485 1918537 68.62% 7.945%
14 13.904 1850 1858 1864 rBV3 27057 56236 2.01% 0.233%
15 14.239 1910 1915 1919 rBV5 23370 35638 1.27% 0.148%
16 14.303 1921 1926 1931 rBV2 30508 52647 1.88% 0.218%
17 14.579 1966 1973 1980 rBV 670000 1090988 39.02% 4.518%
18 14.797 2004 2010 2016 rBV1ie 16142 40600 1.45% 0.168%
19 15.196 2073 2078 2085 rBV7 14069 30007 1.07% 0.124%
20 15.631 2147 2152 2164 rVB2 41726 77824 2.78% 0.322%
21 16.066 2220 2226 2236 rVB 985383 1499776 53.64% 6.211%
22 16.313 2261 2268 2272 rBV6 16559 37205 1.33% 0.154%
23 16.636 2316 2323 2328 rBV5 22704 42923 1.54% 0.178%
24 16.977 2377 2381 2388 rVB2 21605 39407 1.41% 0.163%
25 17.147 2406 2410 2420 rVB2 37371 67554  2.42%  0.280%
26 17.329 2435 2441 2445 rBV 824968 1271979 45.49% 5.267%
27 17.370 2445 2448 2454 rVB 413142 587626 21.02% 2.433%
28 17.464 2459 2464 2468 rVB 48616 78278 2.80% 0.324%
29 17.858 2527 2531 2534 rBV3 26333 31572 1.13% 0.131%
30 17.911 2536 2540 2544 rVB 40553 58133 2.08% 0.241%
31 18.210 2586 2591 2593 rBV 161877 223058 7.98% 0.924%
32 18.246 2593 2597 2607 rVvV2 290071 598061 21.39% 2.477%
33 18.334 2610 2612 2616 rVW2 26884 34902 1.25% 0.145%
34 18.398 2617 2623 2627 rVV2 165432 309162 11.06%  1.280%
35 18.440 2627 2630 2637 rVB 105787 150672 5.39% 0.624%

36 18.710 2672 2676 2679 rVv2 67975 103769 3.71% 0.430%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.739 2679 2681 2688 rVB3 45549 67050 2.40% 0.278%
38 18.957 2714 2718 2722 rVB3 41011 54686 1.96% 0.226%
39 19.004 2723 2726 2730 rBv2 57515 76074 2.72% 0.315%
40 19.045 2730 2733 2738 rVB 44585 55660 1.99% 0.230%
41 19.127 2742 2747 2751 rBV 127956 196371 7.02% 0.813%
42 19.180 2751 2756 2760 rBvV3 74443 139478 4.99% 0.578%
43 19.256 2766 2769 2778 rBV4 63444 124893 4.47% 0.517%
44 19.385 2785 2791 2797 rBV 464618 701858 25.10%  2.906%
45 19.521 2810 2814 2821 rVB2 102547 185283 6.63% 0.767%
46 19.744 2847 2852 2862 rVB 715647 1049319 37.53% 4.345%
47 19.955 2883 2888 2899 rVB 2104135 2795906 100.00% 11.578%
48 20.079 2904 2909 2915 rBV2 96754 215018 7.69% ©.890%
49 20.243 2934 2937 2942 rVB2 138933 192554 6.89% 0.797%
50 20.402 2960 2964 2968 rVB 153387 196728 7.04% 0.815%
51 20.537 2984 2987 2991 rBV 122181 152136 5.44% 0.630%
52 20.584 2992 2995 2999 rVB 98520 115924 4.15% 0.480%
53 21.277 3110 3113 3119 rVB3 173249 230805 8.26% 0.956%
54 21.595 3159 3167 3172 rBV3 908709 2035082 72.79%  8.428%
55 21.642 3172 3175 3183 rVB 280394 435578 15.58% 1.804%
56 24.744 3697 3703 3713 rVB 395379 1041367 37.25% 4.312%

Sum of corrected areas: 24147954
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060753.D\data.ms

2000000
1500000

1000000

7.112
5.537

500000 9.109 10.754
3.175 7.958

ogo 3686 7546 j\ 11.489 12.40%29

07\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ﬁ\ﬁ”

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060753.D\data.ms

19.955
2000000

1500000
13.210 21.595

16.066
1000000 17329 19.744

14.579

21642

19.385

o 2#{.20(2/2

500000

13.9044239314.7975.19615.631

O A o e o L e L e s L BSLA BRA

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: BG060753.D\data.ms

2000000
1500000

1000000 24.744

500000 MW\N

0\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ 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\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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.
3.175 15.53 ng 436561 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 32 (3.175 min): BG060753.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
43.1
5000
87.1

320 340 3.60
57.0 .
W‘H‘_‘ku‘WH‘w‘H‘ﬂ1HW‘W‘H‘W‘HW‘H‘_‘H‘H“ m/z 43.10  52.91%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
320 340 360
43.0

87.0 m/z 55.00  36.65%

290
ff!f?ov
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

3.20 340 3.60

o

o

5000 41.0 55.0 m/z 87.10 25.51%
27.0
0 H il il I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R AR
73.0 3.20 3.40 3.60

m/z 41.10 17.81%

5000 43.0
58.0
29.0 ‘ 870
\H\ |

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 4
R.T. EstConc Area Relative to ISTD R.T.
3.686 4.48 ng 125866 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 119 (3.686 min): BG060753.D\data.ms (-114) (-) m/z 45.00 100.00%

45.0
5000 /k
R RANRAREE e
‘ 3.40 3.60 3.80 4.00
bt 8020z 43,00 17.44%
miz-> 50 100 150 200 250 300
Abundance #1083: Propylene Glycol
45.0
5000 L L L B L BN LR
3.40 3.60 3.80 4.00
m/z 44.00 6.10%
O\‘\‘U\“““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
Ammma R
3.40 3.60 3.80 4.00
5000 m/z 61.00 5.04%
o ld
miz--> 50 100 150 200 250 300
Abundance #342: Isopropyl Alcohol R RERREEEEE T
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.39%
5000
o““““““““‘u‘H_HWHH_HWHH_
m/z--> 50 100 150 200 250 300 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BG@60753.D

Acqg On 3 Apr 2024 1:31

Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Anthracene, 1-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.210 3.51 ng 223058  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90

Abundance Scan 2591 (18.210 min): BG060753 D\data.ms (-2586) (- | m/z 192.10 100.00%
192.
620 94.7 152 | ‘ 18.00 18.50
ob i PER Ml 23812731 816 y; 191,10 64.96%
m/z--> 50 100 150 200 250 300
Abundance #67030: Anthracene, 1-methyl-
192.0
5000 o e
18.00 18.50
m/z 189.0 32.00%
o270 630 960 1529 )
T T T ‘ \ T T T ‘ L T T T T ‘ T L T ‘ T L T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #67032: Phenanthrene, 2-methyl-
192.0
‘
1&00 1850
5000 m/z 193.05 16.94%
o.300 940 1390 |
el
m/iz--> 50 100 150 200 250 300
Abundance #67025: Anthracene, 2-methyl-
192.0 1800 1850
m/z 190.00 15.84%
5000
[ 280 630 %00 1520
T T T ‘ T T \‘ \“ T T T \‘ T ‘\ L ‘ T T T ‘ T T T ‘ T T T ‘ T T ‘ T
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\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.246 9.40 ng 598061 Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2597 (18.246 min): BG060753.D\data.ms (-2593) (- | m/z 43.10 100.00%
1

43
5000 192.1
3.1 1291

——
‘ 256.1 18.00 18.50
|

ol oy L 314 m/z 60.00 89.48%

mi/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 apene ey
129.0 18.00 18.50
3.0 213.0 m/z 73.00 77.59%
171.0 ‘
0 7 P
miz--> 50 100 150 200 250 300
Abundance #24060: Octanoic acid
60.0
e P
18.00 18.50
5000 ITI/Z 55.10 76.48%
101.0
JasolL e
miz--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid —— —
43.0 18.00 18.50
m/z 57.05 71.64%
5000
5o 1290 242.0
‘ ' ‘ 199.0
MR 1 Y Y PV Wy L S
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\BG040224\
Data File : BG@60753.D

Acqg On 3 Apr 2024 1:31

Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.398 4.86 ng 309162  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 50
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 50
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 50
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 50

5 1a,9b-Dihydro-1H-cyclopropal[a]an... 192

C15H12

006109-24-6 46

Abundance Scan 2623 (18.398 min): BG060753.D\data.ms (-2617) (- | m/z 192.10 100.00%
192.1
94.6 — i
500 ‘ 18.00 18.50
ol P00 kIO L L 2272 267.0 3061 10 10 95.07%
miz--> 50 100 150 200 250 300
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 = e
18.00 18.50
95.0 m/z 190.05 87.63%
O T \4‘:\3 ‘ \“ \‘ \‘ H\“ \ \1\37\0‘ \‘ T T ‘H‘ ‘ T T T T ‘ T T T T ‘ L T
miz--> 50 100 150 200 250 300
Abundance #67043: Phenanthrene, 1-methyl-
192.0
e P
18.00 18.50
5000 m/z 191.85  73.23%
95.0
SIS L2 O
miz-> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene = T
192.0 18.00 18.50
m/z 94.60 22.34%
- M
4280 63096‘0 152¢ |
T ‘\ ‘\ ‘ T L T T ‘ T L T L T ! T \ I ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
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\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.439 2.37 ng 150672  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 90
Abundance Scan 2630 (18.440 min): BG060753.D\data.ms (-2627) (- | m/z 192.10 100.00%
192.1
—
95.0 18.50
550 139.0 :
Ob e e S L 224225612911 ;191,05  57.43%
miz-> 50 100 150 200 250 300
Abundance #67032: Phenanthrene, 2-methyl-
192.0
5000 U
18.50
m/z 193.00 17.12%
o 30 940 1390 | |
T T T T ‘ \ T ‘ T \ ’ T ‘ T T T T ‘ L ’ 1
miz--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl-
192.0
—
18.50
5000 m/z 95.00 12.99%
96.0
ol2ro 830, | 1520
g e ““ —
miz--> 50 100 150 200 250 300
Abundance #67021: Anthracene, 1-methyl- —
192.0 18.50
m/z 189.10 12.01%
5000
83.0
o390 | 1150 1520 }
e e — 7 o
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9,10-Dimethylanthracene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.127 3.09 ng 196371  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
3 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 91
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 90

Abundance Scan 2747 (19.127 min): BG060753.D\data.ms (-2742) (- m/z 206.10 100.00%

206.1
5000
o

1010 19.00 19.50
510, 1) ?\Jh 276.1 3250 397 191 16 5p.73%

m/z--> 50 100 150 200 250 300 350
Abundance #82934: 9,10-Dimethylanthracene
206.0

5000 L B
19.00 19.50

m/z 189.05  28.45%

89.0
O T \\?79\.(“)\‘\“\‘ “\“‘Hf T \ T ‘ \p“‘ “ “‘\ 1T ‘ L ‘ T T 1T ‘ T T 1T
mi/z--> 50 100 150 200 250 300 350
Abundance #82923: di-p-Tolylacetylene
206.0

T
19.00 19.50

o

5000 m/z 205.10 23.63%
o390 10201520 | j
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl- — —
206.0 19.00 19.50

m/z 207.05 16.70%

5000
101.0 ‘
510, || 1520 ‘\ ]

o ek e T — —
miz--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Phenanthrene, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.180 2.19 ng 139478  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 83
2 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 76
3 [14]Annulene, 1,6:8,13-bis(metha... 206 Cl6H14 085385-68-8 70
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 64
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 64

Abundance Scan 2756 (19.180 min): BG060753.D\data.ms (-2751) (- | m/z 206.10 100.00%

206.1
5000
57.0 w

101.8 151 19.00 19.50
| 261. 329.0
0 2010, 52903760 428 /7 189.10  56.65%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 T —
19.00 19.50

m/z 191.10  45.84%

102.0
T \5\]‘_ Q\“\“U”‘\ T \1\5“2\“(\)”\‘! lh\ T ‘ TTTT ‘ TTTT ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0

o

19.00 19.50
5000 m/z 205.10 36.51%
0 H"‘“\\‘]-\\‘(\)‘“\2;0“1“\2‘9\\“‘\\H"H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance  #82981: [14]Annulene, 1,6:8,13-bis(methano)-, syn P P
206.0 19.00 19.50

m/z 204.05 33.06%

5000

Ll JJ\JLM

m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.079 2.11 ng 215018 Chrysene-di12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 90
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 2909 (20.079 min): BG060753.D\data.ms (-2904) (- | m/z 216.10 100.00%
216.1
- MM
94.5 0,00 ‘
20.00
1630 ‘
oL 440 Ll 2630) 1 2601 3159 403 51510 93.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 \
20.00
m/z 213.05  25.76%
108.0
ol 630, | 1630| |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94563: Pyrene, 4-methyl-
216.0
U T
20.00
5000 m/z 217.10 19.89%
108.0
oL 630 ) 1630/
‘“"“‘,"“‘““““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #94567: Pyrene, 2-methyl- T ‘
216.0 20.00
m/z 94.50  13.55%
- T MWWM/U
oL 530 \“ 1630, |
““““,“““““ o P
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9-Hexacosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.277 2.27 ng 230805 Chrysene-di2 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexacosene 364 C26H52 071502-22-2 92
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 Cyclotetracosane 336 C24H48 000297-03-0 87
5 Cycloeicosane 280 C20H40 000296-56-0 86
Abundance Scan 3113 (21.277 min): BG060753.D\data.ms (-3110) (- | m/z 57.10 100.00%
57.1
5000 QMWwMNWWWJ\NMVJ\WMWW
111 230.1 —r —r—
M “ 2949 3551  426.( 2199 21,59
0 “y“\u“MJh“““*HM‘Lu‘q“u“u““““‘u‘ m/z 43.10 92.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #273798: 9-Hexacosene
43.0 97.0
5000 —r— ——
21.00 21.50
‘ 50 3640 m/z 55.05 87.35%
O\h\"\“\‘\\ ‘H‘\‘H‘\l!’1‘\“\\“\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
—— —
7.0 21.00 21.50
5000 m/z 83.10 64.15%
0 53.0 210.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester —— ——
43.0 21.00 21.50
m/z 69.10 60.78%
7.0
5000
153.0 9240
0 e ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60753.D

Acqg On : 3 Apr 2024 1:31
Operator : MA/JU

Sample : P1879-14

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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... 3.175 15.5 ng 436561 1 7.958 562338 20.0
Propylene Glycol 3.686 4.5 ng 125866 1  7.958 562338 20.0
Anthracene, 1-m... 18.210 3.5 ng 223058 4 17.329 1271980 20.0
n-Hexadecanoic ... 18.246 9.4 ng 598061 4 17.329 1271980 20.0
4H-Cyclopenta[d... 18.398 4.9 ng 309162 4 17.329 1271980 20.0
Phenanthrene, 2... 18.439 2.4 ng 150672 4 17.329 1271980 20.0
9,10-Dimethylan... 19.127 3.1 ng 196371 4 17.329 1271980 20.0
Phenanthrene, 3... 19.180 2.2 ng 139478 4 17.329 1271980 20.0
Pyrene, 1-methyl-  20.079 2.1 ng 215018 5 21.595 2035080 20.0
9-Hexacosene 21.277 2.3 ng 230805 5 21.595 2035080 20.0
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