LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acqg On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc :

ALS Vvial : 17 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55796.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.291 333 341 349 rBV 55926 94605 8.83% 0.862%
2 5.772 416 423 437 rBV 366519 624675 58.30% 5.692%
3 7.382 689 697 714 rBV 368956 655062 61.13% 5.969%
4 8.234 835 842 854 rVB 207852 357808 33.39% 3.261%
5 9.409 1034 1042 1052 rBV 220857 400808 37.40% 3.652%
6 11.066 1316 1324 1331 rBV 275630 504343 47.07%  4.596%
7 12.705 1597 1603 1609 rBV 6953 11618 1.08% ©0.106%
8 12.923 1634 1640 1645 rBV 9624 13506 1.26% ©0.123%
9 13.481 1727 1735 1744 rBV 583502 886326 82.71% 8.077%
10 14.033 1822 1829 1836 rVB6 4680 11630 1.09% ©.106%
11 14.180 1847 1854 1859 rBV3 12485 21253 1.98% 0.194%
12 14.586 1916 1923 1930 rBV 33126 63929 5.97% 0.583%
13 14.856 1963 1969 1976 rVB 415127 656140 61.23% 5.979%
14 15.250 2031 2036 2043 rVB4 8883 14416 1.35% 0.131%
15 15.326 2043 2049 2055 rvB3 9246 16064 1.50% 0.146%
16 15.461 2063 2072 2077 rBV5 10715 23619 2.20% 0.215%
17 15.725 2112 2117 2122 rBV 10414 18793 1.75% 0.171%
18 15.896 2142 2146 2150 rBV3 8368 13847 1.29% 0.126%
19 16.201 2188 2198 2205 rBV 65622 103478 9.66% 0.943%
20 16.342 2215 2222 2230 rBV 431193 675328 63.02% 6.154%
21 16.560 2250 2259 2269 rBV7 9770 27087 2.53% 0.247%
22 16.895 2310 2316 2321 rBV6 10713 25690 2.40% 0.234%
23 16.948 2322 2325 2330 rVB4 7981 12862 1.20% 0.117%
24 17.047 2338 2342 2347 rBV2 7186 13173 1.23% ©.120%
25 17.124 2350 2355 2359 rvv8 5477 11302 1.05% ©.103%
26 17.177 2359 2364 2370 rVV9 6981 14587 1.36% 0.133%
27 17.247 2373 2376 2382 rVB6 10741 19901 1.86% 0.181%
28 17.418 2401 2405 2410 rVB 14136 22579 2.11% 0.206%
29 17.600 2430 2436 2440 rBV 475281 738969 68.96% 6.734%
30 17.641 2440 2443 2450 rVB 116001 166830 15.57% 1.520%
31 17.735 2455 2459 2462 rBV 14282 20242  1.89% 184%
32 18.181 2531 2535 2541 rVB 24852 38445 3.59% 350%

33 18.463 2578 2583 2588 rBV2 107261 224233 20.93%
34 18.516 2588 2592 2598 rVB 85405 139245 12.99%
35 18.663 2611 2617 2620 rBvV2 73775 142078 13.26%

PR N ®
®
B
W
R

36 18.698 2620 2623 2628 rVB 58706 89837 8.38% 0.819%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

LsC

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
BGO55796.D

17

: 26 Nov 2022 1:33
: CG/JU
: N5780-01 2X

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

1

0.2
0

Filtering:
Min Area:
Max Peaks:
Peak Location:

Area Percent Report

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

37 18.869
38 18.957
39 19.257
40 19.374

41 19.427
42 19.638
43 19.785
44 20.003
45 20.067

46 20.185
47 20.649
48 20.784
49 20.831
50 21.895

51 25.302

2649
2664
2714
2733

2743
2778
2806
2840
2853

2871
2952
2975
2984
3160

3741

BNA STANDARDS FOR 5 POINT CALIBRATION

2652 2656 rvVB3 20988 25213 2
2667 2671 rBvV2 32242 46445 4
2718 2721 rBV 42565 56910 5
2738 2743 rBV 105619 179922 16
2747 2751 rBvV4 37318 72953 6.
2783 2788 rVB 146096 215128 20.
2808 2813 rVB 26169 31109 2.
2845 2852 rVB 274617 396284 36.
2856 2862 rvVB 51178 69499 6.
2876 2881 rVB 848159 1071563 100.
2955 2958 rvVB 76907 85672 8.
2978 2982 rBV 89057 112573 1e.
2986 2993 rvB2 64079 98744 9.
3167 3172 rBV2 476185 899243 83
3747 3757 rVB2 255769 738229 68.
Sum of corrected areas: 1097
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.35%
.33%
.31%
.79%

.92%

: Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111622.M
: ASP

.230%
.423%
.519%
.640%

P OO

81%
08%
90%
98%
49%

.665%
.960%
.283%
.611%
.633%
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00%
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG055796.D\data.ms
1000000
800000
600000
400000 5.772 7.382
11.066
234 9.409
200000 8.23
5.291
- \ 12.1092
0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\?T&
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055796.D\data.ms
1000000 20.185
800000 21.895
6000007 13.481
17.600
14.856 16.342 20.00
400000
20°8EPH
200000 O‘WV
17,641
4.586 16.2 |
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: BG055796.D\data.ms
1000000
800000
600000 25.302
- M
200000
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

8270-BG111622.M Mon Nov 28 11:50:02 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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.
5.291 5.29 ng 94605 1,4-Dichlorobenzene-d4 8.234

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 341 (5.291 min): BG055796.D\data.ms (-333) (-) m/z 43.00 100.00%
3.0
59.0
5000
R RREEE S
‘ 83.0 10‘1'0 5.00 5.20 5.40 5.60
ot S m/z 59.00 54.88%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LB L B L B B
5.00 5.20 5.40 5.60
101.0 m/z 101.00  15.82%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
e ARARERRREE
5.00 5.20 5.40 5.60
5000 m/z 58.00 15.43%
101.0
41.0
NPT T N AR
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RAREEEL S L e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.34%
5000 41.0
ol L 12803459
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.201 3.15 ng 103478  Acenaphthene-die 14.856
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 53
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Benzoylformic acid 150 C8H603 000611-73-4 49
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 2198 (16.201 min): BG055796.D\data.ms (-2188) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
51.0
P =
151.9 16.00 16.50
Obrde el 1 3289 T L2070 10700 00 67.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
.o 182.0
5000 on oot o=
16.00 16.50
51.0 m/z 182.00  64.63%
RECHE 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
717.0
At g
182.0 16.00 16.50
5000 m/z 51.00 28.35%
51.0 105.0
0270 \ ‘ 1280 920
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester 4 ) Wl
105.0 16.00 16.50
m/z 181.00  13.54%
77.0
5000
51.0
152.0
0 ‘27;9‘_w\“wmw‘mww_‘l‘,w_ww - Mm Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 3 Phenanthrene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.463 6.07 ng 224233 Phenanthrene-d10 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83

Abundance Scan 2583 (18.463 min): BG055796.D\data.ms (-2578) (- | m/z 192.00 100.00%
192.0

5000
73.0

SIb
ado 12‘9.0 W 18.50
0 g il L T SS myz 191.00 57.21%

m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0

5000 T
18.50

m/z 73.00 30.48%

94.0
ol st | om0 |
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
MM

TR
18.50

=

5000 m/z 188.95 29.98%
5,270 630 960 1390 | |
I e R e e
miz--> 50 100 150 200 250 300
Abundance #67029: Anthracene, 1-methyl- 1
192.0 18.50

m/z 60.00  29.40%

5000

82.0
0 390 i “ H 1399 ! ‘
B e L LA B S S e [
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\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.516 3.77 ng 139245 Phenanthrene-d10 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
Abundance Scan 2592 (18.516 min): BG055796.D\data.ms (-2588) (- | m/z 192.00 100.00%
192.0
94.7 ‘18‘50‘ |
63.0 | 139.0 .
ol S0 1890 |, H‘ 2291 2814 /7 191.00  59.05%
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 o :
18.50
m/z 189.00  28.14%
0 39.0 . ‘83‘.0\\ 1390 h‘ . \‘H
T T 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 #67035: Phenanthrene, 1-methyl-
192.0
RN
18.50
5000 m/z 193.05 14.67%
270 630 960 1300 | |
e ——
miz--> 50 100 150 200 250
Abundance #67016: 1H-Indene, 2-phenyl- 7 ‘
192.0 18.50
m/z 190.00 13.95%
5000
o270 830 10150 |
e — Py
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\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 5H-Dibenzo[a,d]cycloheptene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.663 3.85 ng 142078  Phenanthrene-di0 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 53
2 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 50
3 1a,9b-Dihydro-1H-cyclopropa[a]an... 192 C15H12 006109-24-6 49
4 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 49
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 49

Abundance Scan 2617 (18.663 min): BG055796.D\data.ms (-2611) (- | m/z 192.00 100.00%

192.0
5000

50.0 " 150# 229.0 271.1 307.1 16.50 19.09
Qe 2 ‘W eI m/z 191,85 69.67%

miz--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0

5000 = _—
18.50 19.00

m/z 189.00  58.79%

5,280 630 96"0 1520 |

L Ty T L [‘\”\‘\”\ L L L s B

Miz> 50 100 150 200 250 300

Abundance  #67052: Benzene, 1,1'-(1,2-propadienylidene)bis-
192.0

T —
18.50 19.00

5000 m/z 190.00 53.82%
94.0
510 || | 139.0 |
O P
miz--> 50 100 150 200 250 300
Abundance  #67051: 1a,9b-Dihydro-1H-cyclopropalalanthracene e i
192.0 18.50 19.00

m/z 165.00  21.46%

B WV\/J\/\MM‘
270,590 980 1390 | ‘H

ol b P e e
miz--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG®55796.D

Acq On : 26 Nov 2022 1:33

Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 6 Phenanthrene, 1-methyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
18.698 2.43 ng 89837  Phenanthrene-d1e 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90

4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12

000949-41-7 90

5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
Abundance Scan 2623 (18.698 min): BG055796.D\data.ms (-2620) (- | m/z 192.00 100.00%
192.0
- ML
1850  19.00
96.0 ' '
49.9 152. .9 263.0
ol i S 22009 2090 m/z 191.08  63.05%
miz--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 S s
18.50 19.00
m/z 165.00 17.62%
27.0 630 96.0 1390 | |
T T 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 #67024: Anthracene, 2-methyl-
192.0
P e
18.50 19.00
5000 ITI/Z 193.00 16.24%
0 39.0 “83‘.0\\ 139'0 h‘ L \‘
I e L e
miz-> 50 100 150 200 250
Abundance #67041: Phenanthrene, 4-methyl- — ——
192.0 18.50 19.00
m/z 95.95 6.06%
5000
95.0
630 | 152.
o i S — —
m/z--> 50 100 150 200 250 18.50 19.00

8270-BG111622.M Mon Nov 28 11:50:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.374 4.87 ng 179922  Phenanthrene-di0 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
3 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 91
4 9,10-Dimethylanthracene 206 CleH14 000781-43-1 90
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 87
Abundance Scan 2738 (19.374 min): BG055796.D\data.ms (-2733) (- | m/z 206.05 100.00%
206.1
- JNNAﬂAJLMﬁLJLJX,
1900 1950
89.0 165.0 : :
0299 1280 1] “!“{‘Hw 2671 8140355 ) 191.00  46.28%
m/z--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — ——
19.00 19.50
101 m/z 189.00  29.98%
' 165.0‘
O\\\\‘Gg.\q\“r‘uh‘\\\\“\‘\‘“\‘!‘i‘h‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #82923: di-p-Tolylacetylene
206.0
— ——
19.00 19.50
5000 m/z 205.05 27.98%
0 63.0 1\0%0 l6§'9 M u‘
e e
m/z--> 50 100 150 200 250 300 350
Abundance #82967: Naphthalene, 1,2-dihydro-4-phenyl- = ——
206.0 19.00 19.50
m/z 207.00 17.95%
o MW$WNMAAA/hM$MJNMNVW
(o} T T — ——
m/z--> 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\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Pyrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.784 2.50 ng 112573  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 94
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2978 (20.784 min): BG055796.D\data.ms (-2975) (- | m/z 216.00 100.00%
216.0
1 =
94.5 1630 ‘ 20.50 21.00
oL A0 L 3R 2810 8400 417.0470. v/ 215.00  52.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 S ——
20.50 21.00
94.0 m/z 217.00  17.13%
Jse0 || 1639 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94563: Pyrene, 4-methyl-
216.0
—— —
20.50 21.00
5000 m/z 189.00 14.96%
0
ol39.0 " 1630 MMW
A e e R A REm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94567: Pyrene, 2-methyl- T —
216.0 20.50 21.00
m/z 213.00  14.49%
0 dod \d 163.0\1 4l
e e A B e e P —
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acq On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 9 Pyrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.831 2.20 ng 98744  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
Abundance Scan 2986 (20.831 min): BG055796.D\data.ms (-2984) (- | m/z 216.00 100.00%
216.0
106.3 20.50 21.00
55.0 "7 161.0 ‘ 275.1 ‘ ' :
Ot i b o220 “w M 215 1319.2 370.24144 ) 215,00 80.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 — e
20.50 21.00
m/z 213.00  20.52%
108.0
O\\\’6\3.\0\\“““\\\\1‘6\3\.(\)“‘11\“‘\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94567: Pyrene, 2-methyl-
216.0
— —
20.50 21.00
m/z 217.00  18.25%
5000 95.0
0 53.0 L ‘ ' ‘“ 163.0““ " h‘
B e T o e B A s
m/z--> 50 100 150 200 250 300 350 400
Abundance #94572: 11H-Benzo[b]fluorene — —
216.0 20.50 21.00
m/z 189.00 17.62%
. \J\/\/\J\P]\/bwﬁ“v
107.0
oL 630 | 1630 |
e — —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55796.D

Acqg On : 26 Nov 2022 1:33
Operator : CG/JU

Sample : N5780-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.291 5.3 ng 94605 1 8.234 357808 20.0
Benzophenone 16.201 3.1 ng 103478 3 14.856 656140 20.0
Phenanthrene, 2... 18.463 6.1 ng 224233 4 17.600 738969 20.0
Anthracene, 2-m... 18.516 3.8 ng 139245 4 17.600 738969 20.0
5H-Dibenzo[a,d]... 18.663 3.9 ng 142078 4 17.600 738969 20.0
Phenanthrene, 1... 18.698 2.4 ng 89837 4 17.600 738969 20.0
Phenanthrene, 2... 19.374 4.9 ng 179922 4 17.600 738969 20.0
Pyrene, 1-methyl- 20.784 2.5 ng 112573 5 21.895 899243 20.0
Pyrene, 2-methyl-  20.831 2.2 ng 98744 5 21.895 899243 20.0
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