LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56037.D

Acqg On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56037.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.396 13 18 25 rBV 20650 30331 4.28% 0.812%
2 5.411 355 361 368 rBB 51008 76879 10.84% 2.059%
3 5.887 435 442 449 rBB 132192 209789 29.59% 5.619%
4 7.497 709 716 723 rBB 137926 233676 32.96% 6.259%
5 8.367 858 864 870 rBB 36937 58216 8.21% 1.559%

6 9.542 1056 1064 1070 rBB 85616 153529 21.66% 4.112%
7 11.205 1339 1347 1354 rBB 45269 80579 11.37%  2.158%
8 13.602 1748 1755 1762 rBV 286980 431892 60.92% 11.568%
9 14.977 1981 1989 1995 rBB 81135 124140 17.51%  3.325%
10 16.451 2233 2240 2248 rBV 304271 453011 63.90% 12.134%

11 17.709 2447 2454 2459 rBV 110901 163311 23.04% 4.374%
12 17.750 2459 2461 2467 rVB2 10880 14920 2.10% ©0.400%
13 18.431 2570 2577 2583 rBV2 4083 8536 1.20% 0.229%
14 18.555 2593 2598 2607 rBV6 20371 38093 5.37% 1.020%
15 18.625 2607 2610 2616 rVB 9901 13826 1.95% ©.370%
16 18.772 2628 2635 2639 rBv4 10698 23206 3.27% 0.622%
17 18.808 2639 2641 2646 rVB3 6667 7355 1.04% ©.197%
18 18.972 2660 2669 2672 rBV6 5927 10041 1.42% ©.269%
19 19.060 2680 2684 2689 rBV3 6797 11641 1.64% ©.312%
20 19.113 2689 2693 2699 rVB3 4797 10127 1.43% 0.271%
21 19.360 2729 2735 2737 rBV2 4711 7110 1.00% ©.190%
22 19.471 2746 2754 2759 rBV2 11638 22265 3.14% 0.596%
23 19.654 2782 2785 2790 rVB5 5688 8937 1.26% 0.239%
24 19.742 2795 2800 2805 rVV 50252 72925 10.29%  1.953%
25 19.800 2805 2810 2818 rVvVvle 7018 17983 2.54%  ©0.482%
26 20.065 2850 2855 2857 rBV3 12530 21663 3.06% ©.580%
27 20.100 2857 2861 2866 rVV 51508 78689 11.10% 2.108%
28 20.165 2869 2872 2877 rVB6 7054 12775 1.80% ©.342%
29 20.282 2885 2892 2898 rBV 544151 708909 100.00% 18.988%
30 20.417 2910 2915 2921 rVBS 8676 17898 2.52% ©0.479%
31 20.582 2934 2943 2947 rBV 20342 40945 5.78% 1.097%
32 20.682 2957 2960 2964 rVB 11973 16316 2.30% ©0.437%
33 20.741 2968 2970 2973 rVB2 8523 9225 1.30% 0.247%
34 20.887 2991 2995 2999 rBV 12515 21688 3.06% ©.581%
35 20.934 3001 3003 3012 rVB7 12028 21012 2.96% ©.563%
36 21.610 3114 3118 3124 rVB4 15423 28931 4.08% ©.775%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56037.D

Acqg On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.015 3178 3187 3193 rBV2 121874 272899 38.50% 7.310%
38 22.063 3193 3195 3203 rVB 28671 47846  6.75% 1.282%

39 22.239 3219 3225 3230 rBV6 8523 19175 2.70% ©.514%
40 25.511 3775 3782 3792 rVB2 42408 133109 18.78% 3.565%

Sum of corrected areas: 3733398

8270-BG121322.M Thu Dec 22 11:23:15 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056037.D\data.ms

500000
400000
300000

200000

5.887 7.497

100000 9.542

5411 11.205
396 8.367

L L B L L L L L B L B L Y I B

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056037.D\data.ms

o

20.282
500000

400000

300000 13.602 16.451

200000

17.709
100000 14.977

CHH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\H*\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH,H\

Time--> 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: BG056037.D\data.ms

500000
400000
300000
200000
100000 25.511

S U (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\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.396 10.42 ng 30331 1,4-Dichlorobenzene-d4 8.367

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 53
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 28
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
4 1-Ethyl-1-methylhydrazine 74 C3H1ON2 004986-48-5 9
5 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 9

Abundance  Scan 18 (3.396 min): BG056037.D\data.ms (-13) (-) m/z 73.00 100.00%

73.0
43.0
5000 550
87.1
B e
H 3.40 360 3.80
Ot e L wjz 43.0  59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 \‘\\\\\\\\‘\\
43.0 3.40 3.60 3.80
55.0 87.0 m/z 55.00  40.07%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
o oY
) 3.40 360 3.80
43.0 o
5000 ITI z 87.10 30.60%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- A
73.0 3.40 360 3.80
m/z 41.10 17.89%
5000 55.0
43.0
27.0
ol 229 Lt UL Ml 850 980 e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.411 26.41 ng 76879  1,4-Dichlorobenzene-d4 8.367

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 361 (5.411 min): BG056037.D\data.ms (-355) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 MBS i G
‘ 83.0 5.00 5.20 5.40 5.60 5.80
Ober el tdh S0 mjz 9.1 55.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B
59.0 5.00 5.20 5.40 5.60 5.80
150 1010 m/z 101.00 21.15%
O\\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H}\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R B
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 12.99%
20.0 101.0
0 20 i 730,850
m/z--> 10 20 30 40 50 60 70 80 90 100 110 f\
Abundance #4528: 2,3-Butanedione, monooxime R RARESRARE
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 10.39%
5000
101.0
oL 180 310 | %89 790 gs0 n
e e e e e e e Pt b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.555 4.67 ng 38093 Phenanthrene-d10 17.709
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 Pentadecanoic acid 242 C15H3002 001002-84-2 27
Abundance Scan 2598 (18.555 min): BG056037.D\data.ms (-2593) (- | m/z 43.00 100.00%
43.0
73.0
213.1
129.0
5000 /\W
1712 256.1 VMWWM\&
LT TR
ol ML P L L w2 4110 94.79%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000
129.0 18.50
213.0 m/z 55.00 94.32%
i, 10
01‘4‘0 ‘\\ ‘“ Il M\ N ‘\ \hh‘\ HM‘ it \\ ‘ b “‘u\‘ A h‘ . “ N
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.0 ﬁmf
it P
18.50
5000 129.0 m/z 60.00 91.01%
171.0
g L L e
0— ‘\‘ H‘H‘d h! “H‘\‘H‘H‘\\ i - ‘h“ b “‘ ‘ “‘ e
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid —h ‘ M
73.0 18.50
43.0 m/z 57.10 89.18%
5000 129.0
185.0
|
0 “m‘uuﬁh\u‘m\M\m \‘M‘\\M H“‘“‘\ ‘ ﬂ‘ ‘ﬂ‘
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\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.772 2.84 ng 23206  Phenanthrene-die 17.709
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 64
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 59
3 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 47
4 3-Bromo-5-fluoro-2-pyridinylamine 190 C5H4BrFN2 869557-43-7 38
5 5-Amino-3-bromo-2-fluoropyridine 190 C5H4BrFN2 209328-99-4 38
Abundance Scan 2635 (18.772 min): BG056037.D\data.ms (-2628) (- | m/z 189.00 100.00%
189.0
5000 M
S LAY VY,
571 948 1521 | 24‘3'0 326. 18.50 19.00
oot m/z 196.10  81.62%
miz--> 50 100 150 200 250 300
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 *\A‘/\m**\*
63.0 18.50 19.00
. m/z 192.00  75.94%
29.0 99.0 133.0 /
O . “\‘.\\H‘ \H J‘\ ‘\‘H‘ ““MV \‘ ‘\‘d‘\‘\‘h‘ ‘\h ‘h“ " LB e o o e
miz—-> 50 100 150 200 250 300
Abundance #64990: 4-Bromothiophene-2-aldehyde
191.0
820 IR i
39.0 | 18.50 19.00
5000 m/z 191.05 50.18%
T Rt
m/z--> 50 100 150 200 250 300
Abundance #65918: 4,6-Dichloro-2-ethylpyrimidin-5-amine
190.0 18.50 19.00
m/z 187.00 15.66%
5000
66.0
101.0 1
G TN [
o URRT N B ] —
m/z--> 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\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 di-p-Tolylacetylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.471 2.73 ng 22265 Phenanthrene-d10 17.709
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-p-Tolylacetylene 206 CleH14 002789-88-0 90
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 87
3 Phenanthrene, 2,5-dimethyl- 206 CleH14 003674-66-6 87
4 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 81
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 76
Abundance Scan 2754 (19.471 min): BG056037.D\data.ms (-2746) (- | m/z 206.10 100.00%
206.1
5000 /\/\ ]\M\
o 0 Tl e
57.1 94.9 ‘ m 19.50
326.
0b \‘SM o m/z 191.10  52.96%
miz--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene
206.0
5000 “ﬂ”AM \
19.50
m/z 205.10  26.58%
O \2\7\0\ ‘6\3\()\ ]‘\.0‘%\0\ T ‘].6\‘5\.9 M‘ ‘”“\ LI ‘ L ‘ LI
miz—-> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
i (T
‘ e A
19.50
5000 m/z 189.05 24.70%
os0 S0 B0
miz--> 50 100 150 200 250 300 MM W
Abundance #82944: Phenanthrene, 2,5-dimethyl- mﬁ‘ L
206.0 19.50
m/z 202.00  22.69%
5000
o 65.0 ‘
RN LR -
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknownl9.801 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.801 2.20 ng 17983 Phenanthrene-d10 17.709
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indole, 3-[1-methoxy-1-(2-thieny... 257 C15H15NOS 080398-09-0 16
2 Benzophenone, 2-(methylamino)-5-... 225 C15H15NO 039106-78-0 14
3 Benzene, 1l-bromo-3,5-dichloro- 224 C6H3BrCl2 019752-55-7 10
4 1-Bromo-2,4-dichlorobenzene 224 C6H3Br(Cl2 001193-72-2 10
5 Benzene, 2-bromo-1,4-dichloro- 224 C6H3BrCl2 001435-50-3 10
Abundance Scan 2810 (19.800 min): BG056037.D\data.ms (-2805) (- | m/z 226.00 100.00%
226.0
57.0
5000 1290 1655 327.(
2811 L
FTANIATNY il ==
0 B N 1 S m/z 218.00  88.38%
miz-> 100 150 200 250 300
Abundance #144541. Indole, 3-[1-methoxy-1-(2-thienyl)methyl]-2-met
226.0
5000 ! ‘9\ 0‘ N\/\QOOOA/\
184.0 19.5 : 5
139.0 m/z 225.10 62.32%
39.0 ‘ ‘ 258.0
0 M\\ il H‘\‘ thH\ il 1\ L ‘\ iyl ‘u\\ H\ ‘u A \‘ ‘ “\“ ———
miz—-> 50 100 150 200 250 300
Abundance #105695: Benzophenone, 2-(methylamino)-5-methyl-
225.0 A
—— L
19.50 20.00
5000 m/z 56.95 56.34%
77.0
148.0
‘ 193.
0% “w\“u‘ \h ‘\u u‘\“”“”“”‘
m/z--> 100 150 200 250 300
Abundance #104683: Benzene, 1-bromo-3,5-dichloro- e ——
226.0 19.50 20.00
m/z 129.00 46.65%
5000 74.0 145.0
370 ‘ 109.0
oLk \‘ i ‘”“M T T S— —
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 11H-Benzo[b]fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.582 3.00 ng 40945  Chrysene-d12 22.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2943 (20.582 min): BG056037.D\data.ms (-2934) (- | m/z 216.10 100.00%
216.1
5000 /\
SN ‘
10 780 1279 1689, | 2650 3141 20.50
0 I ‘\‘ T ‘ﬂ“\ BTN u‘\ il u‘m\‘m‘ il ‘\‘\ - \‘u‘u‘u‘ - ITI/Z 215.05 83.01%
m/z--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 s e :
20.50
108.0 ITI/Z 213.00 19.02%
\5‘7‘\.0\ T \h‘ “‘\ L ‘\ ]‘-6\“3;0\ m\ ‘ \MH\ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzo[a]fluorene N/t
20.50
5000 m/z 217.05 16.35%
108.0
63.0 163.0
0 ‘_Hw‘“‘”H‘mwk‘uHH‘_H‘_‘H
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl- mm‘ T
216.0 20.50
m/z 214.10 8.12%
5000
108.0
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56037.D

Acq On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 wunknown21.610 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.610 2.12 ng 28931  Chrysene-di12 22.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-(2-Thienyl)-1(2H)-phthalazinone 228 C12H8N20S 137382-45-7 35
2 Resveratrol, trans- 228 C14H1203 000501-36-0 35
3 7-Methoxy-1,2,3,4-tetrahydroacri... 228 C14H16N20 005778-80-3 25
4 3-Bromo-7-methylbenzo(b)thiophene 226 C9H7BrS 001500-71-6 17
5 methanone, (1-ethenyl-1H-imidazo... 228 C13H12N202 1000396-34-7 17
Abundance Scan 3118 (21.610 min): BG056037.D\data.ms (-3114) (- | m/z 228.05 100.00%
228.1
43.0
5000
- S ——
1850 21.50 22.00
0° m/z 43.05 58.28%
m/z--> 50 100 150 200 250 300 350
Abundance #108893: 4-(2-Thienyl)-1(2H)-phthalazinone
228.0
171.0
5000 —r— ——
21.50 22.00
127.0 m/z 226.00 48.02%
€080 | ||
o) I \‘\u ‘d\‘\\u‘h‘wiu‘u‘ L L . \‘\‘\‘ - I T
miz--> 50 100 150 200 250 300 350
Abundance #109119: Resveratrol, trans-
228.0
. —
21.50 22.00
5000 m/z 227.00 40.25%
181.0
290 770 115. ‘ ‘
ob— LMWMHL\JHJ‘W ANJMMA\W\ S —
m/z--> 50 100 150 200 250 300 350
Abundance #109239: 7-Methoxy-1,2,3,4-tetrahydroacridin-9-amine — ——
228.0 21.50 22.00
m/z 55.00 38.71%
5000
185.0
390 77-0114.0 “
0 Lol dealy ‘m‘hu‘ i M‘\ HH ‘d\\‘\u} . e —— ——
m/z--> 50 100 150 200 250 300 350 21.50 22.00

8270-BG121322.M Thu Dec 22 11:23:22 2022 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56037.D

Acqg On : 20 Dec 2022 19:51
Operator : CG/JU

Sample : N6129-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.396 10.4 ng 30331 1 8.367 58216 20.0
2-Pentanone, 4-... 5.411 26.4 ng 76879 1 8.367 58216 20.0
n-Hexadecanoic ... 18.555 4.7 ng 38093 4 17.709 163311 20.0
Benzaldehyde, 3... 18.772 2.8 ng 23206 4 17.709 163311 20.0
di-p-Tolylacety... 19.471 2.7 ng 22265 4 17.709 163311 20.0
unknown19.801 19.801 2.2 ng 17983 4 17.709 163311 20.0
11H-Benzo[b]flu... 20.582 3.0 ng 40945 5 22.015 272899 20.0
unknown21.610 21.610 2.1 ng 28931 5 22.015 272899 20.0
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