LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37

Operator : MA/JU

Sample : P1915-01

Misc . WC-A-COMP

ALS Vvial : 10 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: BGO60725.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.102 12 19 26 rBV3 35793 82175 1.64% ©.198%
2 3.173 26 31 45 rVB 476487 717716 14.30% 1.733%
3  3.684 113 118 130 rBV 93547 147845 2.95% 0.357%
4 5.535 425 433 443 rBV 1394668 2199262 43.81% 5.311%
5 7.115 692 702 711 rBV 1649221 2777224 55.33% 6.706%

6 7.955 838 845 851 rBV 312204 514037 10.24% 1.241%
7 9.107 1033 1041 1048 rBV 950209 1612826 32.13%  3.895%
8 9.677 1130 1138 1146 rVB3 30050 55847 1.11% ©.135%
9 10.529 1276 1283 1290 rBV 117572 191010 3.81% 0.461%
10 10.752 1311 1321 1327 rBV 467024 835498 16.64% 2.018%
11 11.492 1440 1447 1455 rBV3 34056 67159 1.34% 0.162%
12 12.409 1598 1603 1611 rVB3 31043 59851 1.19% ©0.145%
13 13.214 1732 1740 1749 rVB 2175897 3456173 68.85%  8.346%
14 13.431 1771 1777 1782 rBV3 33670 52415 1.04% ©.127%
15 14.095 1881 1890 1893 rBV3 27910 51172 1.02% ©.124%
16 14.136 1894 1897 1906 rVB6 28837 62563 1.25% 151%
17 14.506 1955 1960 1964 rBV 52679 76288 1.52% 184%

18 14.583 1964 1973 1979 rBV 757987 1217083 24.25%

OO NOO
Xe]
w
o]
R

19 14.642 1979 1983 1991 rVB 81416 141078 2.81% 341%
20 14.800 2003 2010 2011 rBvV4 50876 81344 1.62% 196%
21 14.976 2033 2040 2050 rBV2 63246 144233 2.87% ©.348%
22 15.200 2074 2078 2083 rVV6 27708 55879 1.11% ©0.135%
23 15.458 2118 2122 2126 rBV 66115 88338 1.76% ©.213%
24 15.629 2146 2151 2156 rBV 95551 144159 2.87% ©.348%
25 15.870 2185 2192 2197 rBV 54136 112554  2.24% ©.272%
26 16.069 2219 2226 2235 rVB 1896979 2817339 56.13% 6.803%
27 16.322 2265 2269 2272 rBV 85463 124954  2.49% 0.302%
28 16.351 2272 2274 2280 rVB2 100596 120850 2.41%  ©.292%
29 16.974 2378 2380 2387 rVB3 48471 75245 1.50% 0.182%
30 17.098 2397 2401 2407 rBV2 121587 242334  4.83% 0.585%

31 17.174 2412 2414 2417 rVB 63096 63565 1.27%
32 17.327 2435 2440 2444 rBV 850880 1347496 26.84%
33 17.374 2444 2448 2454 rVB 992400 1456495 29.02%
34 17.462 2459 2463 2468 rVB 207463 305496
35 17.726 2504 2508 2513 rVB 101920 149276 2.97%
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36 17.861 2527 2531 2535 rVB2 90137 107864 2.15% 0.260%

8270-BGO32924.M Tue Apr 02 13:22:24 2024 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37

Operator : MA/JU

Sample : P1915-01

Misc . WC-A-COMP

ALS Vvial : 10 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 18.208 2587 2590 2593 rBV 99971 132138 2.63% 0.319%
38 18.249 2593 2597 2604 rVB2 460498 725029 14.44%  1.751%
39 18.396 2618 2622 2627 rBV2 184647 335237 6.68% 0.810%
40 18.549 2646 2648 2653 rVB3 72185 89430 1.78% 0.216%
41 18.707 2672 2675 2678 rBV 77836 108212 2.16% 0.261%
42 18.737 2678 2680 2690 rVB2 93614 124984 2.49% 0.302%
43 19.183 2753 2756 2760 rBV2 89982 99872 1.99% 0.241%
44 19.260 2765 2769 2772 rBV2 66403 99695 1.99% 0.241%
45 19.383 2785 2790 2797 rVB 1488971 2093191 41.70% 5.055%
46 19.518 2810 2813 2818 rBV2 110909 151137 3.01% 0.365%

47 19.741 2842 2851 2860 rBV 1248034 2365357 47.12% 5.712%
48 19.959 2879 2888 2898 rVB 3542956 5019697 100.00% 12.122%

49 20.071 2903 2907 2912 rBv4 97555 230186 4.59% 0.556%
50 20.241 2933 2936 2940 rVB2 178374 232987 4.64% 0.563%
51 20.341 2950 2953 2957 rVB 87057 105491 2.10% ©.255%
52 20.394 2960 2962 2966 rVB2 134234 162549 3.24% 0.393%
53 20.582 2991 2994 2997 rBV2 79911 97837 1.95% 0.236%
54 21.281 3109 3113 3118 rBV3 349344 474925 9.46% 1.147%
55 21.528 3150 3155 3158 rBV 690826 926686 18.46%  2.238%
56 21.586 3158 3165 3170 rVV2 1110632 2718230 54.15% 6.564%
57 21.639 3170 3174 3182 rVB 577291 984743 19.62% 2.378%
58 22.808 3369 3373 3378 rVB2 209704 331265 6.60% ©0.800%
59 23.743 3527 3532 3540 rBV = 322180 939695 18.72%  2.269%
60 24.736 3694 3701 3709 rVB2 437537 1108212 22.08% 2.676%

Sum of corrected areas: 41411428
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
BGO60725.D
1 Apr 2024 21:37
: MA/JU
. P1915-01

: 10 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

Time-->

3500000

3000000

2500000

2000000

Abundance TIC: BG060725.D\data.ms

7.115

1500000 5.535

1000000 9.107

500000.3-173 10.752

7.955
102 3684 9677 1052 11.492 12.409

0\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Time-->

3500000
3000000
2500000
2000000 16.069
1500000

1000000

500000
| 13431 oo deMe00sais

Abundance TIC: BG060725.D\data.ms

19.p59

13.214

19.383

O L e e e L e e e e L e e e e L e s e RSN ey
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

Time-->

3500000

3000000

2500000

2000000

1500000

500000

Abundance TIC: BG060725.D\data.ms

1000000 23.743 24.736

808

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 Cyclohexane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.102 3.20 ng 82175 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 87
2 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 72
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 45
5 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 43
Abundance  Scan 19 (3.102 min): BG060725.D\data.ms (-12) (-) m/z 56.05 100.00%
56.0
84.0
5000
390 T T ‘ L R ‘
H‘ ‘ 1301 1320 3.40
ol _uw”w 7 O Y N SL3 41.05  56.61%
miz--> 0 20 60 80 100 120 140
Abundance #1645.Cydohexane
56.0
84.0
5000 L L R |
27.0 3 20 3.40
m/z 83.95 54.07%
‘ 1l H

O 2‘.\0 ‘ ‘“ ‘ T ‘ “ ‘\‘\\\‘\\\\’\\\\’\\
miz--> 0 20 40 60 80 100 120 140
Abundance #3953: Cyanic acid, 2-methylpropyl ester
41.0

320 3.40
5000 m/z 54.95 39.94%
57.0 84.0
0 SRR
m/z--> 0 20 40 60 80 100 120 140
Abundance #1675: 1-Pentene, 2-methyl- S
56.0 320 3.40

m/z 69.00  29.90%

5000 39.0
84.0
0 I O L A Y AN

L L L L L L B T \\\\[\\\\‘

m/z--> 0 20 40 60 80 100 120 140 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.173  27.92 ng 717716  1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# 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 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 2-0OXOPROPIONAMIDE 87 C3H5NO02 000631-66-3 9

Abundance  Scan 31 (3.173 min): BG060725.D\data.ms (-26) (-) m/z 73.10 100.00%

73.1
5000
T
H ‘ ‘ 3.20 3.40 3.60
ol 820 w7 43.05  53.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B
3.20 3.40 3.60
m/z 55.10  34.69%
209 ||
O\l‘\l\“’”\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
o e B e o
3.20 3.40 3.60
5000 m/z 87.10 25.93%
ST
m/z--> 50 100 150 200 250 300 350 400
Abundance #2247: Silane, tetramethyl- e
73.0 3.20 3.40 3.60
m/z 41.05 16.10%
5000
29 ‘
O e
m/z--> 50 100 150 200 250 300 350 400 3.20 3.40 3.60

8270-BG032924.M Tue Apr 02 13:22:29 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 3 (S)-(+)-1,2-Propanediol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.684 5.75 ng 147845 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Propylene Glycol 76 C3H802 000057-55-6 9

3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
Abundance Scan 118 (3.684 min): BG060725.D\data.ms (-113) (-) m/z 45.00 100.00%

45.0

—

5000
R REma e
‘ ‘ 3.40 3.60 3.80 4.00
O 2201 2070 2959 52 nm/z 43.e0 18.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L L B L N B R
3.40 3.60 3.80 4.00
m/z 44.00 5.18%
O‘\\”\J\"\‘\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1083: Propylene Glycol
45.0
R R ARmES R
3.40 3.60 3.80 4.00
5000 m/z 61.10 4.75%
o_JU«‘,LwmWm,mWm,uHWWH,W_M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5014: 2-Pentanol, 4-methyl-  mmmEE L
45.0 3.40 3.60 3.80 4.00
m/z 42.05 3.21%
5000
Ot b e Lm«-@/—\@amwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.529 4.57 ng 191010 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 50
5 Butyl lactate 146 C7H1403 000138-22-7 50
Abundance Scan 1283 (10.529 min): BG060725.D\data.ms (-1276) (- | m/z 45.00 100.00%
45.0
5000 K
T \
75.1
\h m ‘ | 101.0 132.1 10.50 .
R R L e R m/z 57.10 96.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 s :
29.0 10.50
75.0 m/z 40.95 33.76%
‘ 1000 1320
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w.\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R \
10.50
5000 m/z 56.10 17.16%
29.0 75.0
100.0
0 I i~ .1
m/z--> 20 40 60 80 100 120 140 160
Abundance #5036: 3,3-Dimethylbutane-2-ol
57.0 10.50
m/z 43.00 13.38%
5000
87.0
29.0 ‘
o et ‘
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 3,5-Dimethoxybenzyl alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.977 2.37 ng 144233  Acenaphthene-di10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxybenzyl alcohol 168 CSH1203 000705-76-0 64
2 Dibenzofuran 168 C12H80 000132-64-9 59
3 6-Hydroxy-8-mercaptopurine 168 C5H4N40S 006305-94-8 53
4 Benzonitrile, 4-(pyrrol-1-yl)- 168 C11H8N2 023351-07-7 50
5 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 50
Abundance Scan 2040 (14.976 min): BG060725.D\data.ms (-2033) (- | m/z 168.00 100.00%
168.0
5000
139.1
A SaE
15.00
9.0 63.0 86.0 113.1 ]
0 H“H‘NNMHMWJN,MM“HW‘_‘H}‘HW“M‘_“%ng‘u m/z 139.05 32.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44159: 3,5-Dimethoxybenzyl alcoho
168.0
n oM N M I M
5000 139.0 1500
m/z 169.10 14.18%
109.0
65.0
150 390 "0 L
O\\\‘\‘}H\\“‘\\‘w‘\“\”\‘\\H’H\\mw‘\u\\‘u\\‘\i\\\\‘\ \\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43617: Dibenzofuran
168.0 /\/W
‘AAAM/W\ AL
1500
5000 ITI/Z 170.0 12.05%
139.0
390 840 1139 |
Ot e e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43720: 6-Hydroxy-8-mercaptopurine 4
168.0 1500
m/z 155.10 11.06%
5000 840 1120
‘ “ 141.0
o"‘_‘H"HwRHM"1‘_m‘1Hu;“Mmhw_www PUAIRIRRETVRAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Tris(2-chloropropyl) phosphate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.098 3.60 ng 242334  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 86
2 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 50
3 Tris(3-chloropropyl) phosphate 326 C9H18C1304P 001067-98-7 37
4 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 27
5 N-(3-Fluoro-phenyl)-2-piperazin-... 237 C12H16FN30 1000484-49-3 22

Abundance Scan 2401 (17.098 min): BG060725.D\data.ms (-2397) (- | m/z 41.10 100.00%
41.1
99.0
5000
157.0 201.0
276.9 T LT
‘ “ | ‘ ‘ | 234.9 M 17.00 17.50
0 b A decbe Dphbop bd ca b m/z 99.00  81.62%
miz--> 50 100 150 200 250 300
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000 = :
17.00 17.50
77.0 201.0 277.0 m/z 125.80  68.73%
' 159.0 ‘ ‘
0Lt “‘ ‘\‘\“m T .l ‘\‘ T “\ T ‘\ \“‘\ T “ \‘\23\‘5\.0’ T “\‘ T ?1\3\|
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
C -
17.00 17.50
5000 m/z 201.00 32.32%
201.0 277.0
450 g1 159.0 ‘ ‘
SR 1 N T Y
m/iz--> 50 100 150 200 250 300
Abundance #232389: Tris(3-chloropropyl) phosphate e T
99.0 17.00 17.50
m/z 157.00 30.03%
5000
T T MWMJW‘
o 302510 2000 e 1 ok
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.249 10.76 ng 725029  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 74
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
Abundance Scan 2597 (18.249 min): BG060725. D\data ms (-2593) (- | m/z 192.10 100.00%
60.0 192.
5000
129.0
P —
| H 7.1 163, 5 q 2561 18.00 18.50
Y : m/z 60.00 86.91%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 e e
129.0 18.00 18.50
213.0 m/z 43.10 83.91%
Ll 2
01‘4‘0 N ‘H f M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
miz-> 50 100 150 200 250
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
1800 1850
5000 m/z 73.00 76.44%
o 630 1150 1630 M
T T ‘ T T \ ‘\ h‘ T T T ‘\ “ \H\ T H\ ‘ T T ‘ T
miz--> 50 100 150 200 250
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- P =
192.0 18.00 18.50
m/z 57.10 73.59%
- m
27.0 63.0 “960 126.0 1@% ) ‘
e P ——
m/z--> 50 100 150 200 250 1800 18.50

8270-BG032924.M Tue Apr 02 13:22:39 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.396 4.98 ng 335237  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 64
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 53
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 2622 (18.396 min): BG060725.D\data.ms (-2618) (- | m/z 189.00 100.00%

189.0
5000
94.6

” ‘ 1800 1850
I, Loyl

o B0 bl N 2400 500 10000 94.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64923: 4H- Cydopenuﬂdeﬂphenanﬂnene
190.
5000
18. 00 18 50
94.0

m/z 192.10  85.83%

390, \} |
‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0

o

1800 1850
5000 ITI/Z 191.10 64 .46%
630 1330
oo dliolh
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0 1800 1850

m/z 94.60  28.75%

5000
94.0
J

] N ————
miz—> 0 50 100 150 200 250 300 350 400 450 500  18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.281 3.49 ng 474925  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Octadecanol 270 C18H380 000112-92-5 70
3 1-Heneicosanol 312 C21H440 015594-90-8 70
4 1-Hexadecanol 242 C16H340 036653-82-4 70
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 70
Abundance Scan 3113 (21.281 min): BG060725.D\data.ms (-3109) (- m/z 43.10 100.00%
7.1
| -
153.1 , : :
L — ‘ “’NHM‘N\‘ Pt L o 20833523 413 .. 57,10 93.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 — ——
110 21.00 21.50
: m/z 55.10  89.70%
0 \“\“ ‘\‘“\‘ JH‘\‘H“ U‘\‘L\ “x‘ :‘L‘G\?\\O\ [T T T T T \\3‘0§p\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #161351: 1-Octadecano
55.0
— —
21.00 21.50
5000 11.0 m/z 83.10 64 .55%
\‘M | H | ‘\ | 168.0 224.0
o+
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol 7 T
55.0 21.00 21.50
m/z 97.10 54.47%
5000 11.0 NWWW%WMWWJ\wWMJVMWWW
oL Ll L aer0 amgasse e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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 11 1,4-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.808 2.44 ng 331265 Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
3 Terephthalic acid, octyl 2-penty... 348 C21H3204 1000323-55-2 25
4 9-(2',2'-Dimethylpropanoilhydraz... 576 C30H42C12N403 1000111-04-6 22
5 Acetic acid, cyano-, 2-ethylhexy... 197 C11H19NO2 013361-34-7 22

Abundance Scan 3373 (22.808 min): BG060725.D\data.ms (-3369) (- | m/z 70.10 100.00%
70.1
149.0 261.1
5000
— —r
H ‘ 22.50 23.00
oLk, L. . 2340, | | 332238264284 '« ;149 00 80.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 — —
22.50 23.00
m/z 261.10 76.66%
O\\\M‘h‘\ \‘\“\‘\‘1‘\[\‘\\2!‘4\(\)\\"\T\‘\\\?’B\]-\.O\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
= -
149.0 22.50 23.00
5000 ' 261.0 ITI/Z 57.10 59.67%
ol L ‘ 2070 || 8470 W
m/z--> 50 100 150 200 250 300 350 400
Abundance #257812: Terephthalic acid, octyl 2-pentyl ester P ——
167.0 261.0 22.50 23.00
m/z 112.05 46.86%
s000{ /0.0
121.0
ol LEAL L1 380 oot Loy
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60725.D

Acqg On : 1 Apr 2024 21:37
Operator : MA/JU

Sample : P1915-01

Misc

ALS Vvial : 10 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|
Cyclohexane 3.102 3.2 ng 82175 1 7.955 514037 20.0
Butane, 2-metho... 3.173 27.9 ng 717716 1 7.955 514037 20.0
(S)-(+)-1,2-Pro... 3.684 5.8 ng 147845 1  7.955 514037 20.0
Ethanol, 2-(2-b... 10.529 4.6 ng 191010 2 10.752 835498 20.0
3,5-Dimethoxybe... 14.977 2.4 ng 144233 3 14.583 1217080 20.0
Tris(2-chloropr... 17.098 3.6 ng 242334 4 17.327 1347500 20.0
n-Hexadecanoic ... 18.249 10.8 ng 725029 4 17.327 1347500 20.0
4H-Cyclopenta[d... 18.396 5.0 ng 335237 4 17.327 1347500 20.0
1-Docosene 21.281 3.5 ng 474925 5 21.592 2718230 20.0
1,4-Benzenedica... 22.808 2.4 ng 331265 5 21.592 2718230 20.0

8270-BGO32924 .M Tue Apr 02 13:22:43 2024 Pag 14



