LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acqg On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55575.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.325 3 6 12 rBV 250372 386718 9.37% 1.249%
2 3.372 12 14 21 rVB2 36823 50799 1.23% 0.164%
3 4.712 235 242 249 rBV 39412 61232 1.48% 0.198%
4 5.328 340 347 357 rBV 379482 596609 14.45% 1.927%
5 5.799 420 427 437 rBV 1287602 2066646 50.05% 6.676%

7.408 692 701 712 rBV 1243174 2184978 52.91%
8.272 839 848 854 rBV 202213 346981 8.40%
9.441 1037 1047 1055 rBV 758227 1327235 32.14%
10.846 1278 1286 1294 rBV 51714 84148 2.04%
10 11.098 1321 1329 1339 rBV 277752 494275 11.97%

PO PR
N
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11 13.513 1732 1740 1750 rBV 1803466 2922336 70.77%
12 14.888 1967 1974 1981 rBV 456256 702997 17.02%
13 16.368 2218 2226 2235 rBV 1725563 2601464 63.00%

® N N O
N
[
A
R

14 17.626 2434 2440 2445 rBV 589047 900951 21.82% 910%
15 17.667 2445 2447 2454 rVB 60088 82599 2.00% 267%
16 18.425 2572 2576 2581 rVww4 26387 47363 1.15% ©.153%
17 18.490 2582 2587 2592 rVV2 217576 356534 8.63% 1.152%
18 18.542 2592 2596 2603 rVV 107351 181886 4.40% ©.588%
19 18.625 2603 2610 2615 rVvv3 31309 70332 1.70% ©.227%
20 18.683 2615 2620 2625 rVV3 142838 303092 7.34% 0.979%
21 18.725 2625 2627 2632 rVB 87930 112889 2.73% ©.365%
22 18.883 2650 2654 2660 rBV3 30846 50248 1.22% 0.162%
23 18.989 2667 2672 2675 rBV2 63446 92553 2.24%  0.299%
24 19.024 2675 2678 2688 rVB5 34524 86512 2.10% ©.279%
25 19.112 2688 2693 2697 rBV 32835 53735 1.30% 0.174%
26 19.230 2704 2713 2718 rBV2 67727 144532 3.50% 0.467%
27 19.283 2718 2722 2725 rW 46049 66816 1.62% ©0.216%
28 19.400 2737 2742 2747 rBV 199355 335686 8.13% 1.084%
29 19.453 2747 2751 2756 rBV4 60941 125968 3.05% 0.407%
30 19.541 2761 2766 2772 rBV2 78970 203233  4.92% 0.657%
31 19.665 2781 2787 2792 rVB 388190 567334 13.74% 1.833%
32 19.718 2792 2796 2798 rBV2 41322 58458 1.42% ©.189%
33 19.753 2798 2802 2809 rVB3 108339 172111 4.17% 0.556%
34 19.900 2823 2827 2830 rBv4 36721 55630 1.35% ©.180%
35 19.935 2830 2833 2837 rVB2 40806 53720 1.30% 0.174%

36 20.023 2838 2848 2855 rVV 652997 1103055 26.71% 3.563%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acqg On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.094 2855 2860 2865 rVB2 89397 141453 3.43% 0.457%
38 20.217 2875 2881 2886 rBV 3168999 4129373 100.00% 13.339%

39 20.352 2896 2904 2912 rBV5 117849 306554  7.42%  ©.990%
40 20.505 2920 2930 2935 rVB 159798 419786 10.17%  1.356%
41 20.611 2940 2948 2952 rBV2 98400 185987 4.50% 0.601%
42 20.669 2953 2958 2962 rVV 179410 258913 6.27% 0.836%
43 20.705 2962 2964 2969 rVB 39223 46129 1.12% ©.149%
44 20.810 2978 2982 2986 rBV 192408 259986 6.30% ©.840%
45 20.857 2986 2990 2993 rVV 119592 151066 3.66% ©0.488%
46 21.286 3060 3063 3070 rVB 90616 171256  4.15% ©.553%
47 21.457 3088 3092 3094 rBV2 43055 68124 1.65% ©0.220%
48 21.486 3094 3097 3100 rVV2 68334 100550 2.43% ©.325%
49 21.527 3100 3104 3109 rVB2 158138 235892 5.71% ©.762%
50 21.921 3162 3171 3176 rBV2 621150 1565274 37.91% 5.056%
51 21.974 3176 3180 3188 rVB 338645 603704 14.62% 1.950%
52 22.696 3299 3303 3309 rVB2 115593 191525 4.64% 0.619%
53 22.767 3310 3315 3322 rVB2 107613 210971 5.11% ©0.682%
54 22.984 3348 3352 3356 rVB2 39178 61754 1.50% ©.199%
55 24.247 3559 3567 3576 rBV2 167556 580799 14.07% 1.876%
56 25.023 3692 3699 3707 rVB2 142790 379768 9.20% 1.227%
57 25.176 3718 3725 3736 rVB 180131 520062 12.59% 1.680%
58 25.346 3744 3754 3763 rBV3 320785 989943 23.97%  3.198%
59 30.493 4623 4630 4646 rVB2 74412 325954 7.89% 1.053%

Sum of corrected areas: 30956478
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055575.D\data.ms
3000000
2500000
2000000
1500000

5.799 7.408

1000000

500000 5.328

325 8.272
ls72 4712

9.441

11.098
10.846[\

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\AY_F\\\\‘\\\\‘\\\\’\\\\
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: BG055575.D\data.ms

3000000

2500000

2000000

13.513 16.368

1500000

1000000

500000 14.888

20.217

L L e S e e o o S R e

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: BG055575.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000 25.346
b o84 24247 2525087

30.493

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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.
3.325  22.29 ng 386718 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 6 (3.325 min): BG055575.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 /L
550 87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 3.403.503.603.70
Ot et i b m/z 43.00 46.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [T I T T[T [TiTTT
43.0 3.403.503.603.70
550 87.0 m/z 55.00  31.27%
w0 |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
40 55, 87.0 3.403.503.603.70
5000 ’ m/z 87.05 24.21%
29.0
15.0 M\ ‘ Iy \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- R EAEREEEE RS
73.0 3.403.503.603.70
m/z 41.00 14.51%
5000 43.0
58.0
29.0 87.0
o) v PN 1S B
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70

8270-BG110922.M Mon Nov 14 10:45:26 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 unknown3.372 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.372 2.93 ng 50799 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 39
2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9
3 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9
4 Silanol, trimethyl- 90 C3H1e0Si 001066-40-6 4
5 Ethanethioamide 75 C2H5NS 000062-55-5 4

Abundance  Scan 14 (3.372 min): BG055575.D\data.ms (-12) (-) m/z 75.00 100.00%

78.0
5000
45.0
T
‘ ‘ 570 3.403.503.603.703.80
O et e e e m/z 45.00 35.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5623: Glycolaldehyde dimethyl acetal
78.0
5000 B RN RN R R
3.403.503.603.703.80
31.0 450
m/z 47.00 24.10%
15.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5552: Aminoacetaldehyde dimethyl acetal
75.0
3.403.503.603.703.80
5000 m/z 41.00 21.52%
30'0 47.0
ol 180 u‘\ ‘H\\ °9.0 ‘ 88.0 _ 106.0
v e e b PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5393: Propane, 1,1-dimethoxy- TR A
75.0 3.403.503.603.703.80
m/z 39.00 7.17%
5000
45.0
31.0
15.0 57.0
e AP BT N Y B WO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 3-Penten-2-one, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.712 3.53 ng 61232  1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 80
4 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 80
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 72
Abundance Scan 242 (4.712 min): BG055575.D\data.ms (-235) (-) m/z 55.00 100.00%
55.0 83.0
5000
e T
206.9 4.40 4.60 4.80 5.00
b b e m/z 83.00 89.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 H‘\O\H‘GBH‘S\O\H(‘)BH‘
290 4.40 4.60 4.80 5.
m/z 43.00 45.52%
0 \\\‘\“}\\“ih\\”i“‘\‘\\\\“1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R Ram e R Eama
20.0 4.40 4.60 4.80 5.00
5000 m/z 39.00 31.27%
o} o o m O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3751: Cyclohexane, methyl-
55.0 83.0 4.40 4.60 4.80 5.00
m/z 98.00 29.47%
5000
27.0
0 ‘«‘\Hw“lm_m‘mWm_m‘mwm SN H HE .
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.328 34.39 ng 596609 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 4-Penten-2-one, 4-methyl- 98 C6H1e0 003744-02-3 9
4 2-Propanone, 1-(1l-methylethoxy)- 116 C6H1202 042781-12-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 347 (5.328 min): BG055575.D\data.ms (-340) (-) m/z 43.00 100.00%

3.0
5000 59.0
 E AAEEERRREES
| 60 10‘1'0 5.00 5.20 5.40 5.60
Ol et bl e e M/Z 59.08 49.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B B
59.0 5.00 5.20 5.40 5.60
m/z 101.00  15.10%
O\\\‘\\\\‘\\\‘?‘T‘-\-\O\\“ui\\‘\\‘}\’\\\\‘\\\\?%;9\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate
43.0
e EmAammEESE R
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.12%
58.0
R e A EEmE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3639: 4-Penten-2-one, 4-methyl- T T
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.72%
5000
29.0 55.0 83.0 98.0
N T N A S H‘HHWHWH‘M/{\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.846 3.40 ng 84148  Naphthalene-d8 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1286 (10.846 min): BG055575.D\data.ms (-1278) (- | m/z 45.00 100.00%
45.0
5000 K
75.0
bl gy 1011 1310 1050 1100
L L m/z 57.80 95.72%
miz--> 20 40 60 80 100 120 140
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
10. 50 11 00
4l 750 m/z 41.00 37.29%
101.0
N =
O\\\‘\H‘\\“\\“‘H\\\‘\‘\}\\‘\\\\‘\\‘\‘\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 m/z 56.10 18.22%
41.0
75.0
101.0
o290l gl I 1o
m/z--> 20 40 60 80 100 120 140
Abundance #15775: Butane, 1-(1-methylpropoxy)- I ) J AL
57.0 10.50 11.00
m/z 75.00 15.40%
5000
41.0
101.0
oL 250 | | 730 130.0 n
e e e P P
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Anthracene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.490 7.91 ng 356534  Phenanthrene-di0 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
Abundance Scan 2587 (18.490 min): BG055575.D\data.ms (-2582) (- | m/z 191.95 100.00%
191.9
43,0 73.0
5000
129.0
——
157.0 27.1256.1 18.50
0! m/z 72.95  78.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67030: Anthracene, 1-methyl-
192.0
5000 U
18.50

m/z 43.00  76.32%
270 630 960 1960 1630 M

O ’HH[HH‘V”\‘H\\‘\H\‘\H\‘\\H‘\\H‘H \‘\H\‘\H\‘\\H‘\\H‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
e
18.50
5000 ITI/Z 59.95 69.09%
94.0
o27.0 630 | 1260 1630
P pe e en e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl- =
192.0 18.50
m/z 57.00 61.62%
5000

-

27.0 63.0 96.0 1260 16:130 H

m/z--> 20 40 60 80 100120140160 180 200220240260280 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.542 4.04 ng 181886  Phenanthrene-di0 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
Abundance Scan 2596 (18.542 min): BG055575.D\data.ms (-2592) (- | m/z 192.00 100.00%
192.0
5000 JU&AﬂR
T
2o 630 45 138916‘5-0 18:50
O s et bbbl 2259 | m/z 191.00  61.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1850
040 165.0 m/z 188.95 31.04%
0 39.0 630 | | 139.0 H
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0 J\A
T
18.50
5000 193.00 18.01%
165.0
0150390 %DHMSM%O J
A A L e B A RARRAEREE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0 1850
m/z 190.00 16.72%
5000
165.0
o 390630 960 1390 | M
R B R e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50

8270-BG110922.M Mon Nov 14 10:45:30 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.683 6.73 ng 303092  Phenanthrene-die 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
Abundance Scan 2620 (18.683 min): BG055575.D\data.ms (-2615) (- | m/z 191.95 100.00%
191.9
5000 M
94.6 1900
63.0 163.0 18. 50 19.00
ol 126.1 221.0 282.( m/z 191.00 66.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67029: Anthracene, 1-methyl-
192.0
5000
18 50 19 00
m/z 189.00 52.10%
82.0
ol 390 1150 163.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
= ]
A e
18.50 19.00
5000 ITI/Z 190.00 39.95%
0..27.0 630 9901560 163.0 h\
e et S e e e
m/z--> 20 40 60 80 100120140160180200220240260280 N\
Abundance #67039: Phenanthrene, 2-methyl- L =7
192.0 18.50 19.00
m/z 165.00  20.07%
5000
0,.27.0 630 20 1a60 1630 |
TR e RN — ——
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BG110922.M Mon Nov 14 10:45:31 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 4,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.230 3.21 ng 144532  Phenanthrene-di10 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 4,5-dimethyl- 206 C1l6H14 003674-69-9 94
2 Anthracene, 2-ethyl- 206 Cl1l6H14 052251-71-5 93
3 Phenanthrene, 2,3-dimethyl- 206 CleH14 003674-65-5 91
4 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 87
5 Phenanthrene, 2-ethyl- 206 CleH14 003674-74-6 81

Abundance Scan 2713 (19.230 min): BG055575.D\data.ms (-2704) (- | m/z 206.00 100.00%

206.0
5000
r—p—

19.00 19.50
63.0 101.0 165.0 ‘ M
o“HWHH‘Hw_WAWH‘_Hq‘wWWuNHwi 42400 2820 ., 191.00  86.57%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82941: Phenanthrene, 4,5-dimethyl-
191.0

5000 — —
19.00 19.50

m/z 189.00  36.92%

101
39.0 | 1520 | |
‘\\H‘HH‘\H\‘\‘”\“\}h\H\‘\\H‘H}\“\‘H}H‘\WHM‘\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82928: Anthracene, 2-ethyl-
206.0
P

o

19.00 ldSO
5000 m/z 190.00 20.78%
be.0 89.0 165.0 M
0\*““w”*ﬂ*ww&wwwwww7ﬂwwww*m‘w\MHW*H*MH*M*HM*H
m/z--> 20 40 60 80 100120140160180200220240260280 /A
Abundance #82943: Phenanthrene, 2,3-dimethyl- e ——
206.0 19.00 19.50

m/z 207.00 16.02%

5000
89.0 ‘
\

ol 510 a0 1650 | e
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BG110922.M Mon Nov 14 10:45:32 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG®55575.D

Acq On : 11 Nov 2022 20:52

Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 5

R.T EstConc Area Relative to ISTD R.T.
19.400 7.45 ng 335686  Phenanthrene-die 17.626
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 C1l6H14 002789-88-0 91
3 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
4 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 90
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 90

Abundance Scan 2742 (19.400 min): BG055575.D\data.ms (-2737) (- | m/z 206.10 100.00%
206.1
1900 1950
57.0 89.0 165.0 ‘ - :
bl 1229 0 ) H!whu 2382 28147 191.00  47.21%
miz--> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 = —r
19.00 19.50
101.0 - ‘ m/z 189.00  25.69%
1 5
O 27\0 6% (\)‘\ “\ ‘ h‘ T T T T ‘ T \‘\ “ h“\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #82923: di-p-Tolylacetylene
206.0
= ——
19.00 19.50
5000 ITI/Z 205.00 24.04%
ol.270_e30 1020 1650 | |
e — : —
miz--> 50 100 150 200 250 J\A
Abundance #82934: 9,10-Dimethylanthracene P T
206.0 19.00 19.50
m/z 207.00 18.74%
- MWMWﬁMmAAMJ\AV\Wﬁ%AM(w
Js0 510 890 1270 1650 | |
HH‘HH‘HH‘\HM T — —T—
m/z--> 50 100 150 200 250 19.00 19.50

8270-BG110922.M Mon Nov 14 10:45:32 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 11 Phenanthrene, 3,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.453 2.80 ng 125968 Phenanthrene-di0 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 93
2 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 89
3 Phenanthrene, 1,7-dimethyl- 206 CleH14 000483-87-4 87
4 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 76
5 9,10-Dimethylanthracene 206 CleH14 000781-43-1 76

Abundance Scan 2751 (19.453 min): BG055575.D\data.ms (-2747) (- | m/z 206.05 100.00%

206.1
5000
T

238.1266.¢ 19.50
0! ; a m/z 191.00 40.91%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0

5000
19.50

m/z 189.00  39.50%

102.0
\\\2\7\9 \\\6\3‘\9‘1 \‘H\‘\ H‘\\\\ 13701650 TTTT[rrTIrproro1
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1é0 1é0 260 ZéO 24‘10 ZéO
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
—r

o

19.50
5000 m/z 205.05 24.73%
51.0 8%
0 m_m_m_H:_M‘1‘?‘2“9‘1‘?9‘?“”:“_&w SESSSIN——
m/z--> 20 40 60 80 100120140160180200220240260 AM
Abundance #82948: Phenanthrene, 1,7-dimethyl- : —
206.0 19.50

m/z 207.00  20.21%

102.0
ol.270 630 /13701650 M |
2L b R3O e

T
m/z--> 20 40 60 80 100120140160 180200 220240260 19.50

8270-BG110922.M Mon Nov 14 10:45:33 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 12 9,10-Dimethylanthracene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.541 4.51 ng 203233 Phenanthrene-d10 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 91
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 78
3 Phenanthrene, 2,3-dimethyl- 206 CleH14 003674-65-5 64
4 3-Methyl-1-phenyl-1H-indene 206 C16H14 022360-63-0 64
5 1H-Indene, 2-methyl-3-phenyl- 206 CleHi4 035099-60-6 58

Abundance Scan 2766 (19.541 min): BG055575.D\data.ms (-2761) (- | m/z 206.00 100.00%

206.0
5000
T I
saq 1010 1650 19.50
| I PR Y ¥ I L2410 3% h/z 191.00  57.58%

m/z--> 50 100 150 200 250 300 350
Abundance #82932: 9,10-Dimethylanthracene
206.0

5000 1
19.50

m/z 203.95  44.22%

miz--> 50 100 150 200 250 300 350
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
1&50 |
5000 ITI/Z 189.00 32.94%
102.0
ols0 630 esol|
m/z--> 50 100 150 200 250 300 350
Abundance #82943: Phenanthrene, 2,3-dimethyl- —— ‘
206.0 19.50

m/z 205.00  29.35%

5000
89.0
ol 510, 112601050 | )

T
m/z--> 50 100 150 200 250 300 350 19.50

8270-BG110922.M Mon Nov 14 10:45:35 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 13 Benzene, (2-methylene-1-phe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.753 3.82 ng 172111  Phenanthrene-di0 17.626
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 4,5-dimethyl- 206 C1l6H14 003674-69-9 64
2 Benzene, (2-methylene-1-phenylcy... 206 Cl6H14 025152-47-0 53
3 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 50
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 49
5 9,10-Dimethylanthracene 206 CleH14 000781-43-1 45

Abundance Scan 2802 (19.753 min): BG055575.D\data.ms (-2798) (- | m/z 206.00 100.00%

43.0 206.0
73.0
5000
129.0
241.1 s

sy
L sl 19 ) \ I -
N JMMNWHMmW”wwwmmeHJMwmﬂuﬂ_‘u_u m/z 43.00 89.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82951: Phenanthrene, 4,5-dimethyl-
191.0
5000 — —
19.50 20.00

m/z 73.00 78.10%

101.0
‘H\\‘\\\G\i\(?”\‘\‘”\‘\““HH‘HH:‘L\s\}z\.ﬂ\\\‘\w!\“\”\H’HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82984: Benzene, (2-methylene-1-phenylcyclopropyl)-
206.0

T
19.50 20.00
5000 m/z 190.95 78.08%

128.0 165.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #82943: Phenanthrene, 2,3-dimethyl- T —
206.0 19.50 20.00

m/z 60.00  73.50%

5000
89.0
510 | | 1260 1650 | | N L

m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00

o

o

8270-BG110922.M Mon Nov 14 10:45:36 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 14 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.352 3.92 ng 306554  Chrysene-di12 21.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 2904 (20.352 min): BG055575.D\data.ms (-2896) (- | m/z 215.00 100.00%
215.0
94.5 2000 2050
' 163.0 Mu ‘ ' :
ob 220 Ly SPPTA ) 2670 3400 ;215,95 98.97%
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 — <
20.00 20.50
95.0 m/z 212.95 22.90%
01\4\0\ \599\ T “ ‘H\ TT \]‘-6\3\0\ “L f \h‘\ L L B B
miz—-> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
= =
20.00 20.50
5000 m/z 217.00 18.53%
108.0
57.0 H 163.0 M
e
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- 0 —
216.0 20.00 20.50
m/z 189.00 15.61%
5000 95.0 MU\/
0 53.0 ‘H 163 0 \‘ 4 MH
e “ A — —
m/z--> 50 100 150 200 250 300 20.00 20.50

8270-BG110922.M Mon Nov 14 10:45:37 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 15 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.505 5.36 ng 419786  Chrysene-d12 21.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2930 (20.505 min): BG055575.D\data.ms (-2920) (- | m/z 216.00 100.00%
216.0
U \
57.0 1075 162.9 ‘ 20.50
bt L 30290 2810 3260 15 515 00 89.01%
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 - :
20.50
108.0 ITI/Z 213.00 22.70%
O L \5‘7‘\.0\ T \h ‘ “‘\ L ‘\ ]’-6\H3;0\ M\ ‘ \“H\ L ‘ L ’ L
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
U \
20.50
5000 m/z 217.00 16.55%
108.0
m/z--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- T ‘
216.0 20.50
m/z 107.45 10.65%
5000
95.0
ol40 500 || 1630 | I
e “
m/z--> 50 100 150 200 250 300 20.50

8270-BG110922.M Mon Nov 14 10:45:38 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 16 Pyrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.669 3.31 ng 258913  Chrysene-d12 21.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 95
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 81

Abundance Scan 2958 (20.669 min): BG055575.D\data.ms (-2953) (- | m/z 216.00 100.00%

216.0
5000

94.5 1630 .| 20.50 21.00
ol 30 1y S0 L 2940 8262  n/z 215.00  62.35%
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 S Sa
20.50 21.00

m/z 217.00 17.10%

95.0
04— \5\({.9\ T \“[‘“\ T \][-6\3\0\ h‘i f \h“\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl-
216.0

T —
20.50 21.00

m/z 212.95 15.10%
5000 95.0
0 53.0 L ‘ y ‘“ 163.0 hL ; h“
L B e B e T A A A
m/z--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl- P e
216.0 20.50 21.00

m/z 94.50  13.50%

5000
108.0
0 63'0\ L “ \‘\‘ 163.0 Iy

‘ T
m/z--> 50 100 150 200 250 300 350 20.50 21.00

L=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 17 Pyrene, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.810 3.32 ng 259986  Chrysene-d12 21.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 95
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 2982 (20.810 min): BG055575.D\data.ms (-2978) (- | m/z 216.00 100.00%
216.0
. —
94.5 163.0 M 20.50 21.00
ol 520 i 1630, | 25602961 355. ./, 31500 56.86%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = e
20.50 21.00
95.0 m/z 217.00  17.86%
O\\\S\O‘.(\)\\\“ ‘H\\\\J[-G\S\O\‘\i\hH\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94563: Pyrene, 4-methyl-
216.0
— —
20.50 21.00
5000 m/z 189.00 17.32%
108.
0260630 |~ 1630 1
R e ““““ i
m/z--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl- I —
216.0 20.50 21.00
m/z 213.00  15.54%
5000 95.0
T “‘ e . T
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 18 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.527 3.01 ng 235892  Chrysene-d12 21.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 55
2 2-Bromo-5-chloro-1,3-difluoroben... 226 C6H2BrClF2 883546-16-5 50
3 Chrysene 228 C18H12 000218-01-9 43
4 8-Bromo-1,2,3,4-tetrahydro-1,6-n... 226 C9H11BrN2 2077845-85-1 38
5 5-Bromo-1-chloro-2,4-difluoroben... 226 C6H2BrClF2 914636-89-8 38
Abundance Scan 3104 (21.527 min): BG055575.D\data.ms (-3100) (- | m/z 228.00 100.00%
228.0
57.0
5000
13.0 A |
‘ n H‘ 1681 |, 2840 3551 415 Z50
oAl b by PRl SER 999 0T m/z 227.00 58.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
5000 LR :
21.50
m/z 57.00 55.37%
114.0
0 \H‘\\\\V\H\\\‘1\7\4\.(\)"\\“‘\\‘\\\\‘\\\\‘\\\\‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #107312: 2-Bromo-5-chloro-1,3-difluorobenzene
228.0
147.0 ‘21.‘50‘ |
5000 m/z 226.00 54.72%
97.
w0 [
olipdltll bt 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #109536: Chrysene M ‘
228.0 21.50
m/z 43.00 49.03%
5000
113.0
0 GSQ I \“ ‘“ 175.0 i
B R B oo e o
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 19 Chrysene, 1-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.767 2.70 ng 210971  Chrysene-d12 21.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Chrysene, 1-methyl- 242 C19H14 003351-28-8 93
2 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 93
3 2-Methylchrysene 242 C19H14 003351-32-4 89
4 Chrysene, 6-methyl- 242 C19H14 001705-85-7 81
5 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 76
Abundance Scan 3315 (22.767 min): BG055575.D\data.ms (-3310) (- | m/z 242.00 100.00%
242.0
57.0 119.7 162.0 200.0 22.50 23.00
0 : 286.0 34Ll n/z 241.10  31.04%
m/z--> 50 100 150 200 250 300
Abundance #126442: Chrysene, 1-methyl-
242.0
5000 e —
22.50 23.00
m/z 239.00  30.63%
120.0
0270 630 h 163.0 2029\ m‘
L ‘ T ’ T T ’ T ‘ L ‘ L
miz—-> 50 100 150 200 250 300
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
—— —
22.50 23.00
5000 ITI/Z 243.00 21.89%
121.0
0270 630 | | 16302020 M
e e e e e
miz--> 50 100 150 200 250 300
Abundance #126434: 2-Methylchrysene T —
242.0 22.50 23.00
m/z 226.00 12.97%
5000
120.0
Fr e P ——
m/z--> 50 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acq On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 20 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.023 7.67 ng 379768  Perylene-di12 25.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Perylene 252 C20H12 000198-55-0 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
Abundance Scan 3699 (25.023 min): BG055575.D\data.ms (-3692) (- | m/z 252.00 100.00%
252.0
T T
125.0 25.00
ol 830y 1991, | 2950 356& ., 5p.00  29.94%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 \ = :
25.00
m/z 253.00 20.68%
125.0
0l 390 830 , | 2000 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
T [
25.00
5000 m/z 125.00 11.10%
125.0
ol7.0 83.0 | \H 163.0200.0 ||
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene T
252.0 25.00
m/z 251.00 9.78%
5000
126.0
0390 87.0 | 16302000, . |
e e F
m/z--> 50 100 150 200 250 300 350 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55575.D

Acqg On : 11 Nov 2022 20:52
Operator : CG/JU

Sample : N5531-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.325 22.3 ng 386718 1 8.272 346981 20.0
unknown3.372 3.372 2.9 ng 50799 1 8.272 346981 20.0
3-Penten-2-one, ... 4.712 3.5 ng 61232 1 8.272 346981 20.0
2-Pentanone, 4-... 5.328 34.4 ng 596609 1 8.272 346981 20.90
Ethanol, 1-(2-b... 10.846 3.4 ng 84148 2 11.098 494275 20.0
Anthracene, 1-m... 18.490 7.9 ng 356534 4 17.626 900951 20.0
Phenanthrene, 2... 18.542 4.0 ng 181886 4 17.626 900951 20.0
1H-Cyclopropa[l... 18.683 6.7 ng 303092 4 17.626 900951 20.0
Phenanthrene, 4... 19.230 3.2 ng 144532 4 17.626 900951 20.0
Phenanthrene, 2... 19.400 7.5 ng 335686 4 17.626 900951 20.0
Phenanthrene, 3... 19.453 2.8 ng 125968 4 17.626 900951 20.0
9,10-Dimethylan... 19.541 4.5 ng 203233 4 17.626 900951 20.0
Benzene, (2-met... 19.753 3.8 ng 172111 4 17.626 900951 20.0
Pyrene, 1-methyl- 20.352 3.9 ng 306554 5 21.927 1565270 20.0
11H-Benzo[b]flu... 20.505 5.4 ng 419786 5 21.927 1565270 20.0
Pyrene, 2-methyl-  20.669 3.3 ng 258913 5 21.927 1565270 20.0
Pyrene, 4-methyl-  20.810 3.3 ng 259986 5 21.927 1565270 20.0
Cyclopenta(cd)p... 21.527 3.0 ng 235892 5 21.927 1565270 20.0
Chrysene, 1-met... 22.767 2.7 ng 210971 5 21.927 1565270 20.0
Benzo[e]pyrene 25.023 7.7 ng 379768 6 25.346 989943 20.0
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