LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc : SB32-2-20231222-16.0-17.0

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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60253.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.119 3 5 10 rVvB 312706 328387 4.07% 0.576%
2 4.024 156 159 169 rVB5 48741 88578 1.10% 0.155%
3 4.124 169 176 180 rBV 88031 140844 1.75% 0.247%
4 5.510 405 412 420 rBV 2208276 3565310 44.23% 6.258%
5 5.945 479 486 494 rVB8 61749 126535 1.57% 0.222%
6 6.427 559 568 574 rBV4 49940 117666 1.46% 0.207%
7 6.914 641 651 658 rBv2 239290 452084 5.61% ©.794%
8 6.979 658 662 666 rVB2 57478 86587 1.07% 0.152%
9 7.097 675 682 700 rBV 2313064 4215519 52.30% 7.399%
106 7.937 816 825 833 rBV 615520 1142891 14.18% 2.006%
11 8.066 841 847 852 rBV3 44027 93580 1.16% 0.164%
12 8.313 880 889 895 rBV 228565 412261 5.11% 0.724%
13 8.424 903 908 912 rBvV2 109285 180719 2.24% 0.317%
14 8.577 928 934 939 rBV4 166987 325447 4.04% 0.571%
15 8.700 947 955 959 rBv4 59226 110068 1.37% 0.193%
16 9.041 1004 1013 1017 rBV 371523 606681 7.53% 1.065%
17 9.100 1017 1023 1038 rVB 1281381 2542950 31.55% 4.464%
18 9.388 1064 1072 1085 rVV 23918 85538 1.06% 0.150%
19 9.564 1097 1102 1107 rVB 187901 287342 3.56% 0.504%
20 9.623 1107 1112 1121 rBV 121049 222494 2.76% 0.391%
21  9.823 1140 1146 1152 rBV2 56144 107331 1.33% 0.188%
22 9.987 1168 1174 1185 rVB 169432 380770 4.72% 0.668%
23 10.134 1193 1199 1208 rBV3 308497 597436 7.41% 1.049%
24 10.440 1246 1251 1256 rVB2 69290 106386 1.32% 0.187%
25 10.739 1290 1302 1307 rBV 905003 1820919 22.59% 3.196%
26 10.792 1307 1311 1317 rVV2 320049 621262 7.71% 1.090%
27 10.851 1317 1321 1327 rVB2 55931 91296 1.13% ©0.160%
28 10.951 1333 1338 1347 rVB4 54023 92120 1.14% 0.162%
29 11.474 1420 1427 1434 rBV4 35645 92339 1.15% 0.162%
30 11.650 1451 1457 1464 rBV2 90790 168736 2.09% 0.296%
31 11.844 1485 1490 1496 rVB2 53790 88605 1.10% ©.156%
32 12.396 1578 1584 1594 rVB 312777 533866 6.62% 0.937%
33 12.619 1612 1622 1630 rVB 147917 288864 3.58% 0.507%
34 13.195 1711 1720 1734 rBV 3522135 5405941 67.06% 9.489%
35 13.894 1831 1839 1844 rBV2 43450 88266 1.10% ©.155%

36 14.576 1946 1955 1962 rBV 1878459 2897256 35.94% 5.085%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc : SB32-2-20231222-16.0-17.0

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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.062 2201 2208 2219 rBV 3287622 4919343 61.03% 8.635%
38 16.151 2219 2223 2230 rVB4 53183 120889 1.50% 0.212%
39 17.320 2416 2422 2427 rBV 2588889 3958342 49.11% 6.948%
40 17.367 2427 2430 2435 rVWV 210898 301226 3.74% 0.529%
41 17.443 2438 2443 2449 rVB4 68437 127016 1.58% 0.223%
42 17.508 2449 2454 2459 rBvV3 53613 89798 1.11% 0.158%
43 18.207 2567 2573 2577 rBV4 156800 253027 3.14% 0.444%
44 18.795 2669 2673 2677 rVB4 69497 92123 1.14% 0.162%
45 19.376 2767 2772 2778 rBV 228303 347046  4.31% 0.609%
46 19.435 2778 2782 2785 rVV2 116457 153696 1.91% 0.270%
47 19.741 2831 2834 2841 rVB 189980 266821 3.31% 0.468%

48 19.940 2862 2868 2874 rBV 6094461 8060775 100.00% 14.149%
49 20.152 2900 2904 2910 rBV 305276 388927 4.82% 0.683%
50 21.233 3084 3088 3095 rBV3 175379 256526 3.18% ©.450%

51 21.585 3141 3148 3162 rBV2 2458947 4397928 54.56% 7.719%
52 22.396 3281 3286 3296 rVB2 67336 191035 2.37% ©0.335%
53 24.764 3678 3689 3700 rBV 1586376 4534344 56.25% 7.959%

Sum of corrected areas: 56971736
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc : SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060253.D\data.ms
6000000

5000000
4000000

3000000

2000000
9.100
10.739
1000000 . 937 o
. 44224 5.945 6.427 §.08A3 85700 j& 10. 44a 951 11185044 ﬁ%%l‘i’

Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9 50 10. 00 10 50 11. 00 11.50 12. 00 12. 50
Abundance TIC: BG060253.D\data.ms
6000000 19.840

5000000

4000000
13.195

16.062
3000000 17.320 21.585

2000000 14.576

1000000

0.152
19937%9.74 21.233
13.894 16,151 ! 18.207 18.795 2239

L R L e e o e e e = = e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060253.D\data.ms
6000000

5000000

4000000

3000000

2000000 24.764

1000000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3119 s.sng 328387 1,4-Dichlorobenzene-d4  7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 162 CeH140 000994-05-8 53

2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 25
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (3.119 min): BG060253.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 /L
TR T e e A
“ ’ l 4254 3.203.303.403.50
Sk L1491 2208 2951 4254 B3B! nm/z 43.10  26.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L R R R
3.203.303.403.50
‘ m/z 55.10 19.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
T e
3.203.303.40 3.50
5000 m/z 87.10  18.61%
J‘H_H‘wW,W,HH_HWm_m_m_mww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester N aRRRRaREsnassSCa
73.0 3.203.303.403.50
m/z 41.10 12.88%
5000
i ‘\“ i 174.0
A e e e e e v YT T
m/z--> 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 wunknown4.124 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.124 2.46 ng 140844  1,4-Dichlorobenzene-d4 7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 32
2 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 32
3 Toluene 92 C7H8 000108-88-3 32
4 1-Benzylcyclopentanol-1 176 C12H160 002015-57-8 28
5 Phenylethyl Alcohol 122 C8H1e0 000060-12-8 23

Abundance Scan 176 (4.124 min): BG060253.D\data.ms (-169) (-) m/z 91.10 100.00%

91.1
5000
43.1

” AL N AR AR

3.80 4.00 4.20 4.40

L\‘

166.6 282.1 336.9 388.8

\\\\“\\\"\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ mZ 9216 52.2100
m/z--> 50 100 150 200 250 300 350 400
Abundance #2773: 1,3,5-Cycloheptatriene
91.0

5000 ot e B
3.80 4.00 4.20 4.40

43.10  35.78%

390 m/z
T ‘\ ‘1 : ‘\ f“‘ T ‘ TTTT ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #2781: Cyclobutene, 2-propenylidene-
91.0

3.80 4.00 4.20 4.40

5000 m/z 57.10  34.21%
39.0
*H‘w'*“”\HH\HH\**H\HH\HH\HH\HH %
m/z--> 50 100 150 200 250 300 350 400
Abundance #2759: Toluene u‘mwm‘mwm‘
91.0 3.80 4.00 4.20 4.40

m/z 85.05 33.43%

5000
300
b

I
m/z--> 50 100 150 200 250 300 350 400 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.427 2.06 ng 117666 1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
3 2,4-Nonadiyne 120 C9H12 063621-15-8 72

4 Cyclohexane, 1,2,4-tris(methylene)- 120 C9H12 014296-81-2 53
5 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 47

Abundance Scan 568 (6.427 min): BG060253.D\data.ms (-559) (-) m/z 105.00 100.00%

105.0
5000
L a4
6.20 6.40 6.60 6.80

43.0\
,H“!‘\;"Hu‘ww‘w“‘,““2‘1‘2{‘7“27‘3718,”?T??;?wf‘??'?w??ﬁn m/z 120.10  24.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 LI L L B L L BN
6.20 6.40 6.60 6.80
m/z 79.10 20.38%
39.0 H |
L |
’\\\\‘\\1f‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10713: Benzene, (1-methylethyl)-
105.0
6.20 6.40 6.60 6.80
5000 m/z 55.00 15.13%

vl

m/z--> 0 50 100 150 200 250 300 350 400 450 500

S

Abundance #10697: 2,4-Nonadiyne R REmEa R
105.0 6.20 6.40 6.60 6.80
m/z 77.10 13.98%
5000
39.0
,H“l,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 5 Benzene, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.914 7.91 ng 452084  1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 81
2 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 64
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 43
5 Benzoic acid, 2-hydroxy-, phenyl... 228 C14H1203 000118-58-1 43

Abundance Scan 651 (6.914 min): BG060253.D\data.ms (-641) (-) m/z 91.05 100.00%

91.0
5000 /\
e RAAREEREREEE
JJ ‘ 6.60 6.80 7.00 7.20
T \3%&“ \MI\ st \1\5‘3\\8\ ERERRER \2\9\5‘)\9\ T ‘3\7\5\\1‘ \4\:\)’\9|\7\ \5\0‘2\.‘ m/Z 57.10 21.9900
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10701: Benzene, propyl-
91.0
5000 L L B L I L B
6.60 6.80 7.00 7.20
m/z 120.10 21.67%
‘?z;f‘f\‘l\‘\ ‘J\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #40483: 1-(Benzylamino)propan-2-ol
91.0
R ERRRENEEALE L
6.60 6.80 7.00 7.20
5000 m/z 65.00 12.25%
5.0 ’
T O .
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance #28988: Ethanol, 2-[(phenylmethyl)amino]-
91.0 6.60 6.80 7.00 7.20
m/z 92.00 11.65%
5000
300 | | ]151.0
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Benzene, 1-(chloromethyl)-4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.313 7.21 ng 412261  1,4-Dichlorobenzene-d4 7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9C1l 001592-20-7 59
2 Benzene, 1-(chloromethyl)-3-ethe... 152 C9H9C1 039833-65-3 53
3 Thiazole, 4-(4-nitrophenyl)-2-(3... 354 C18H14N202S2  299921-08-7 53

4 Benzene, (3-chloro-1-propenyl)- 152 C9HOCl 002687-12-9 53
5 3-Bromo-1-phenyl-1-propene 196 COH9Br 004392-24-9 53

Abundance Scan 889 (8.313 min): BG060253.D\data.ms (-880) (-) m/z 117.10 100.00%

117.1
5000
R RN AmaaEuEs
58.0 8.00 8.20 8.40 8.60
bt 0782869 8987 8208 /7 118.10  48.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #30363: Benzene, 1-(chloromethyl)-4-ethenyl-
11v.0
5000 L B B R I B R

8.00 8.20 8.40 8.60
m/z 115.00 31.81%

I
gl |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #30365: Benzene, 1-(chloromethyl)-3-ethenyl-
117.0
N R ARRRREEEEC R
8.00 8.20 8.40 8.60
5000 m/z 91.05  16.64%
39.0
ST N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #263273: Thiazole, 4-(4-nitrophenyl)-2-(3-phenyl-2-prope
117.0 8.00 8.20 8.40 8.60
m/z 58.00 7.67%
5000
390 | 1910 2630 >°*0
R E R R R B R R RN
m/z--> 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\

Data File : BG@60253.D

Acqg On 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0
ALS vial : 17 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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
7 Benzene, 1,3-diethyl-

Peak Number

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.424 3.16 ng 180719 1,4-Dichlorobenzene-d4 7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 91
4 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90

Abundance Scan 908 (8.424 min): BG060253.D\data.ms (-903) (-) m/z 105.10 100.00%

105.1

5000

41.1 ‘ ‘ 8.20 8.40 8.60 8.80
Ll "\ 54.2 207.0 291.0 386.5 455. m/z 119.10 84.36%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17028: Benzene, 1,3-diethyl-
119.0
8.20 8.40 8.60 8.80
m/z 134.05 42.43%
39.0 ‘
\\J‘\M"\u\h\\"\” \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17032: Benzene, 1,2-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.00 23.60%
39.0
A U i\.‘u h i “ |

ety
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.20 8.40 8.60 8.80

m/z 77.05 17.34%

5000

390 Ll
e i i
m/z--> 0 50 100 150 200 250 300 350 400 450

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 p-Mentha-1,5,8-triene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.577 5.70 ng 325447 1,4-Dichlorobenzene-d4 7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Mentha-1,5,8-triene 134 C10H14 021195-59-5 87
2 1,2,3,4,5,8-Hexahydronaphthalene 134 C1loH14 036231-13-7 53
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 45

4 Benzene, n-butyl- 134 C1eH14 000104-51-8 43
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 43

Abundance Scan 934 (8.577 min): BG060253.D\data.ms (-928) (-) m/z 105.05 100.00%

105.1
5000
57-H 8.20 8.40 8.60 8.80
T ‘i“‘ i‘“‘“\‘h W‘ “{H\ “h \“M T \]\-8\4\2‘\ T \2\59\2\ \3\0‘2\-6\ T ‘3\7\4:\8‘ m/Z 91.05 95.1100
miz--> 50 100 150 200 250 300 350
Abundance #17025: p-Mentha-1,5,8-triene
91.0 134.0
5000
8.20 8.40 8.60 8.80
o ‘ m/z 134.05 48.04%
T ‘\“i“‘”\“““\mw ‘\“M\H‘} L I
miz--> 50 100 150 200 250 300 350
Abundance #17095: 1,2,3,4,5,8-Hexahydronaphthalene
91.0
N A LN, W
8.20 8.40 8.60 8.80
5000 m/z 119.05 42.15%
134.0
il
S B I
m/z--> 50 100 150 200 250 300 350
Abundance #17041: Benzene, (2-methylpropyl)-
91.0 8.20 8.40 8.60 8.80
m/z 92.05 37.16%
5000
134.0
39.0 ‘
‘m‘“‘i““‘w‘mu‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\

Data File : BG@60253.D

Acqg On 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: 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 o-Cymene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.041 10.62 ng 606681 1,4-Dichlorobenzene-d4 7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 93
4 p-Cymene 134 C1eH14 000099-87-6 93

5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 1013 (9.041 min): BG060253.D\data.ms (-1004) (-) m/z 119.10 100.00%

119.1
5000
65,? ‘ ‘ l 8.80 9.00 9.20 9.40
4 ““'\d\h\ ‘\“IH‘ \h\‘\\\2\(‘)7\.\()\\‘\\\\‘\\\\‘\\\\‘\\44\.7.\ m/Z 134.05 26.65%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #16997: 0-Cymene
119.0
5000 /\\/\A"‘J
8.80 9.00 9.20 9.40
m/z 117.10 19.32%

41.0 ‘
| ” ol L |

miz—> 0 50 100 150 200 250 300 350 400

-

Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 ITI/Z 91.10 19.21%
«
oo 0l
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 115.10 11.51%
5000 M
|
m/z--> 0 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40

8270-BG122923.M Fri Jan 05 05:39:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.564 3.16 ng 287342  Naphthalene-d8 10.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 o-Cymene 134 C1eH14 000527-84-4 93
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 1102 (9.564 min): BG060253.D\data.ms (-1097) (-) m/z 119.05 100.00%
119.1

5000

-

9.50
221.1 314.0 412.2  500.!

39.0
‘\\\‘\“‘“\‘L\J“\\l‘“\\\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ m/Z 134.05 43.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 T

e
9.50
m/z 91.05 18.69%

39.0
M‘J‘Llih‘d““‘”‘!"“‘ SABRES SRS SRS SRS SRR SRR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
T

et e |
9.50
5000 m/z 77.00 9.68%

39.0
il ‘ il

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

-

Abundance #16998: 0-Cymene el "‘ ‘ ‘
119.0 9.50
m/z 117.10 8.84%
5000
41.0 ‘
R R R R R N SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50

8270-BG122923.M Fri Jan 05 ©5:39:22 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.623 2.44 ng 222494  Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 91
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 87
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 87
4 Benzene, 2-e thyl 1,4-dimethyl- 134 C10H14 001758-88-9 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 87
Abundance Scan 1112 (9.623 min): BG060253.D\data.ms (-1107) (-) m/z 119.10 100.00%
119.1
5000
39.1 9.50 10.00
HUW ot 184 A182  S139 7 134.00  42.94%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 IR ot
9.50 10.00
m/z 91.05 18.12%
39.0
\‘\h‘h\h\\‘“\f“"\u J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
950 10 00
5000 m/z 120.10 13.34%
39.0
ml‘\‘u\“‘\""‘ e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 9.50 10.00
m/z 77.10 9.29%
5000
A L)
O
m/z--> 50 100 150 200 250 300 350 400 450 500 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 12 Benzene, 1-methyl-2-(2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.987 4.18 ng 380770  Naphthalene-d8 10.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 93
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
Abundance Scan 1174 (9.987 min): BG060253.D\data.ms (-1168) (-) m/z 117.10 100.00%
117.1
5000
T
57.1 ‘ 10.00
T ‘\u ““‘\m\“‘\ | “‘l\ \‘\N \}?\7\9\ ‘2\2\3\\6‘ ?\89\?\ T \3\5‘4\.\9\ T \‘4\7\0\“ m/Z 132.05 42.3800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 SUNERER
10.00
m/z 114.95 27.61%
65.0
\‘\‘\‘L\M\‘I\‘\“”‘\\”\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16107: 1-Phenyl-1-butene
117.0 J\A
= —
10.00
5000 m/z 131.00  18.34%
51.0
T —
m/z--> 50 100 150 200 250 300 350 400 450 JA\
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- B A by
117.0 10.00
m/z 91.05 16.81%
5000
39.0
m/z--> 50 100 150 200 250 300 350 400 450 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc SB32-2-20231222-16.0-17.0

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 13 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.134 6.56 ng 597436  Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 86
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
Abundance Scan 1199 (10.134 min): BG060253.D\data.ms (-1193) (- | m/z 117.05 100.00%
117.1
5000
T e
51.1 l 10.00 10.50
bbb 2070 8141 4800 5400 ;13305  33.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ol hed gl
10.00 10.50

m/z 119.05 31.67%

51.0
‘\\L‘L[‘IH"\‘IL\‘W[”\ ‘U\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

e =
10.00 10.50

5000 m/z 114.95 30.90%
39.0
\"H‘\I"ll‘\“‘\\“”““w‘”‘WH\HH\”w”w”w”w”w
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- = 7 (e
117.0 10.00 10.50

m/z 131.05 19.87%

5000 j\A
39.0
| J. L 1 ‘\ ‘ i JA\ s

et Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010424\
Data File : BGO60253.D

Acqg On : 4 Jan 2024 20:22

Operator : MA/JU

Sample : 06017-04 :

Misc : SB32-2-20231222-16.0-17.0

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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... 3.119 5.8 ng 328387 1 7.937 1142890 20.0
unknown4.124 4.124 2.5 ng 140844 1 7.937 1142890 20.0
Benzene, 1-ethy... 6.427 2.1 ng 117666 1 7.937 1142890 20.0
Benzene, propyl- 6.914 7.9 ng 452084 1 7.937 1142890 20.0
Benzene, 1-(chl... 8.313 7.2 ng 412261 1 7.937 1142890 20.0
Benzene, 1,3-di... 8.424 3.2 ng 180719 1 7.937 1142890 20.0
p-Mentha-1,5,8-... 8.577 5.7 ng 325447 1 7.937 1142890 20.0
o-Cymene 9.041 10.6 ng 606681 1 7.937 1142890 20.0
Benzene, 1,2,3,... 9.564 3.2 ng 287342 2 10.739 1820920 20.0
Benzene, 1,2,4,... 9.623 2.4 ng 222494 2 10.739 1820920 20.0
Benzene, 1-meth... 9.987 4.2 ng 380770 2 10.739 1820920 20.0
Benzene, 2-ethe... 10.134 6.6 ng 597436 2 10.739 1820920 20.0
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