LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc :

ALS Vvial : 16 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57732.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.139 3 9 20 rVB4 48921 123817 11.30% 0.981%
2 5.049 328 334 343 rVB 29628 48727 4.45% 0.386%
3 5.513 406 413 422 rBV 331800 564707 51.53% 4.473%
4 7.088 674 681 690 rBV 348472 594454 54.25%  4.708%
5 7.934 818 825 834 rBV 154286 261006 23.82% 2.067%
6 9.091 1015 1022 1030 rBvV 191795 337623 30.81% 2.674%
7 10.736 1293 1302 1308 rBV 207287 373814 34.11% 2.961%
8 13.192 1713 1720 1727 rBV 512115 763404 69.66% 6.0947%
9 14.567 1946 1954 1960 rBV 294500 458231 41.81% 3.629%
10 14.626 1960 1964 1970 rVB 12859 19420 1.77% 0.154%
11 14.961 2016 2021 2025 rVB 10637 14329 1.31% 0.113%
12 15.613 2127 2132 2140 rBV 16817 24607 2.25% 0.195%
13 15.919 2177 2184 2190 rVB 90605 134187 12.24% 1.063%
14 16.048 2198 2206 2217 rBV 356742 544721 49.71%  4.315%
15 16.277 2242 2245 2254 rBV4 9202 18330 1.67% 0.145%
16 16.959 2357 2361 2367 rVB3 8539 13442 1.23% 106%
17 17.123 2385 2389 2396 rVB2 10088 15910 1.45% 126%

18 17.311 2414 2421 2425 rBV 366695 571570 52.16%
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19 17.352 2425 2428 2434 rVW 185729 255585 23.32% 024%
20 17.440 2438 2443 2448 rVWV 45086 67062 6.12% 531%
21 17.705 2480 2488 2493 rBV2 17455 34072 3.11% ©.270%
22 18.187 2565 2570 2574 rBV 33328 54259 4.95% 0.430%
23 18.234 2574 2578 2584 rVWV 40921 66954 6.11% ©.530%
24 18.310 2587 2591 2596 rW 15872 25180 2.30% ©.199%
25 18.380 2596 2603 2607 rVV3 47550 94708 8.64% 0.750%
26 18.416 2607 2609 2614 rVB 21582 27451 2.50% 0.217%
27 18.686 2649 2655 2658 rBV 26138 42088 3.84% ©.333%
28 18.721 2658 2661 2667 rVB4 17202 26332 2.40%  ©.209%
29 18.927 2693 2696 2701 rBV6 8418 11941 1.09% ©0.095%
30 18.980 2701 2705 2708 rVV 8819 13555 1.24% 0.107%
31 19.021 2708 2712 2716 rVB4 9749 12484 1.14% 0.099%
32 19.097 2721 2725 2728 rBV2 24019 37571 3.43% 0.298%
33 19.238 2745 2749 2756 rVB3 21182 32403 2.96% 0.257%
34 19.362 2764 27706 2778 rBV 411053 565351 51.59% 4.478%
35 19.426 2778 2781 2783 rBV2 9394 11192 1.02% ©.089%
36 19.456 2783 2786 2791 rVB5 10232 14546 1.33% 0.115%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc :

ALS Vvial : 16 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.726 2820 2832 2839 rBV 361559 654523 59.73% 5.184%
38 19.791 2840 2843 2851 rVB3 20451 35842 3.27% 0.284%
39 19.926 2858 2866 2871 rBV 828444 1095859 100.00% 8.680%
40 20.043 2881 2886 2893 rBV4 31752 79163 7.22% 0.627%
41 20.184 2905 2910 2911 rBv4 21358 30685 2.80% 0.243%
42 20.214 2911 2915 2922 rVB2 58136 96285 8.79% 0.763%
43 20.313 2928 2932 2936 rBV2 40942 57450 5.24% 0.455%
44 20.372 2937 2942 2946 rVWW2 41621 65666 5.99% 0.520%
45 20.413 2946 2949 2952 rVB3 14856 18228 1.66% 0.144%
46 20.513 2963 2966 2969 rBV 27351 32427 2.96% 0.257%
47 20.560 2969 2974 2978 rVB3 25608 38301 3.50% 0.303%
48 20.666 2990 2992 2997 rVB6 21674 22885 2.09% 0.181%
49 20.731 3001 3003 3007 rVB2 12792 13016 1.19% 0.103%
50 20.966 3040 3043 3049 rVB2 34102 54048 4.93% 0.428%
51 21.154 3073 3075 3078 rVB 26174 24727  2.26% 0.196%
52 21.195 3079 3082 3084 rVvV 25825 37355 3.41% 0.296%
53 21.230 3084 3088 3095 rVV5 84694 172010 15.70% 1.362%
54 21.295 3095 3099 3108 rvB2 39869 75935 6.93% 0.601%
55 21.465 3125 3128 3132 rVB 65799 80931 7.39% 0.641%
56 21.565 3136 3145 3150 rVV3 408322 1014679 92.59% 8.037%
57 21.612 3150 3153 3163 rVB 169742 273896 24.99%  2.169%
58 21.759 3174 3178 3184 rBV4 39076 75973 6.93% 0.602%
59 21.959 3208 3212 3219 rVB3 24678 47860 4.37% 0.379%
60 23.245 3426 3431 3439 rVB 64845 116327 10.62% 0.921%
61 23.727 3505 3513 3520 rBV 136798 454948 41.52%  3.603%
62 23.850 3529 3534 3539 rBV 62439 123686 11.29% 0.980%
63 24.426 3626 3632 3646 rVB2 89637 261273 23.84% 2.069%
64 24.573 3649 3657 3671 rVB2 117076 332554 30.35% 2.634%
65 24.726 3674 3683 3691 rBV 236502 643849 58.75% 5.100%
66 25.913 3878 3885 3893 rVB3 47826 132900 12.13% 1.053%
67 28.310 4285 4293 4307 rVB3 44016 186987 17.06%  1.481%

Sum of corrected areas: 12625301
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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\BGO61523\
BGO57732.D

: 15 Jun 2023 20:16

: CG/JU

¢ 03222-01 2X

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

700000
600000
500000
400000
300000

200000 9.091

Abundance TIC: BG057732.D\data.ms
800000

10.736
7.934

1000001; 39

5.049

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

350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Time-->

800000
700000

600000
400000 16.048 17.311

300000 14.567
171352
100000 15 919 ,
. 1m0 15 613 6277 _ 1608592 40705 18

200000

Abundance TIC: BG057732.D\data.ms

19.926

13.192

500000 21.565

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-->

700000

600000

500000

400000

300000

100000

Abundance TIC: BG057732.D\data.ms
800000

24.726

23.727

200000 ' 24.5

23.045 23.850 244

25.913

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.139 9.49 ng 123817 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 10
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
Abundance Scan 9 (3.139 min): BG057732.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
87.0 R laaa e
. ‘ 3.203.303.403.50
Ol bl e m/z 43.00 40.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L R R IR
43.0 3.203.303.403.50
' 87.0 m/z 54.95 31.10%
29.0 L ‘
O\\\‘\\\\‘\\\\‘H\‘}“\\\\“‘}\‘\\‘1\\‘?‘.\0\\\“\}\\‘H\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2246: Silane, tetramethyl-
73.0
R S
3.203.303.403.50
5000 m/z 86.95 22.56%
43.0
20 150 220 || 590 | 880
e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4994 Pentane, 3-methoxy- R RaaEs e R
73.0 3.203.303.403.50
m/z 71.00 11.54%
5000
45.0
29.0
0“w‘H‘_‘H‘HJmuHHMLH‘H§%9H‘N1H‘H‘WH}Q%P“ Gt e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.049 3.73 ng 48727 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 37
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 334 (5.049 min): BG057732.D\data.ms (-328) (-) m/z 43.00 100.00%

43.0
59.0
5000
1010 L L L L L B L I B
4.80 5.00 5.20 5.40
Ol e b S e M/Z 59.00  56.33%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I B LI LA B
4.80 5.00 5.20 5.40
590 m/z 58.00  18.85%
101.0
O\\‘\\23\-?‘\\\\“w}\\‘\1“\1’1\1619i(1)\1\‘8§\.0\\‘\\\}“\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0
21.0 4.80 5.00 5.20 5.40
5000 m/z 101.00 17 .84%
86.0
RSSO SN N
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5053: Propane, 2-ethoxy-2-methyl- T A RRREEEEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.08%
5000
87.0
290 410
A R - O
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.919 5.86 ng 134187  Acenaphthene-di10 14.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 2184 (15.919 min): BG057732.D\data.ms (-2177) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
e
16.00
152.0
Obere oot A A2TO 00 L 2068 s 77,00 69.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
16.00
510 m/z 182.00  53.75%
ob 20 | 127.0 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
A A
77.0 16.00
5000 m/z 51.00 30.05%
51.0
N2 O S N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester Ly
105.0 16.00
m/z 181.00 11.87%
5000 77.0
51.0
0l15.0 ‘ 136.0 164.0 L i
R B o e B SRS E A “ =
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.233 2.34 ng 66954  Phenanthrene-di0 17.311
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
Abundance Scan 2578 (18.234 min): BG057732.D\data.ms (-2574) (- | m/z 192.00 100.00%

192.0
5000

94.5 165.0 18.00 18.50

630 9% 01300 1F 18.00 18.50
O B AL B L T m/z 191.05  54.90%

18.00 18.50
m/z 189.00  25.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
5000 m';
T ’ TTTT

165.0
0 39.0 63 0 9? 0 139 0
‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67030: Anthracene, 1-methyl- AA
——
18.00 18 50
5000 ITI/Z 193.00 18.75%
165 0
0 27.0 63.0 96 0 139 0 o
_"w"H“H“H“_“w“u“u“u“_‘ b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67042:Phenanﬂwene,44nemyh “AAWMM R
18.00 18.50
m/z 190.00 16.06%
5000
82.0 165.0
28 0 51. 0 11 139 0
0 L 1150 — N\

‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.380 3.31 ng 94708  Phenanthrene-d1e 17.311
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 94
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
4 Methyl diselenide 190 C2H6Se2 007101-31-7 35
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 2603 (18.380 min): BG057732.D\data.ms (-2596) (- | m/z 189.00 100.00%
189.0
5000
94.5 N\
1800 1850
163.0 . .
51.0 139.0
0 m"m_mwmuM‘mHH,W_M“:‘m_‘ RS m/z 190.00  94.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 ! N\ -
94.0 18.00 18.50
4. m/z 191.95  42.88%
0 39.0 630 | 137.0 163.0 UM
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— ey
18.00 18.50
5000 m/z 191.00 40.34%
94.0
‘ 163.0
0 Hw‘m_HwHH“‘H“‘HH,‘m‘w“w_mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 J}
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) s Ay
189.0 18. 00 18. 50
m/z 94.50 31.42%
5000
42.0 122.0
200 660 sso | 1480 | |
L Ea e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 18. 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown21.230 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.230 3.39 ng 172010  Chrysene-di12 21.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 30
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 25
3 Hexadecyl propyl ether 284 C19H400 1000406-27-9 25
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 25
5 1-Hexene-3,5-dione 112 C6H802 052204-69-0 20

Abundance Scan 3088 (21.230 min): BG057732.D\data.ms (-3084) (- | m/z 226.00 100.00%
226.

0
57.0
5000
97.0

21.00 21.50
[4]5 166.1106.1 Wcu?ﬁﬁf —_ m/z 57.00 75.19%

m/z--> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0

5000 97.0

o

T
21.00 21.50
m/z 43.00 53.32%

i 1399 1820 2200 2800
mi/z--> 50 100 150 200 250
Abundance #126386: 1-Decanol, 2-hexyl-
57.0

T
21.00 21.50

o

5000 97.0 ITI/Z 55.00 44 .64%
39.0
oL— ‘M I h!\ \M\‘ \‘H‘ uml‘ J}w I ‘1‘9‘6"0‘ L \/‘Awhw
m/z--> 50 100 150 200 250
Abundance #179258: Hexadecyl propyl ether T T
43.0 21.00 21.50

m/z 71.00  33.53%

5000
83.0
250 1580 2240555
168.0

oL h“ w“\\ \“ b \‘ —

—— .
m/z--> 50 100 150 200 250 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 7 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.245 3.61 ng 116327 Perylene-di2 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 80
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 72
5 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 59

Abundance Scan 3431 (23.245 min): BG057732.D\data.ms (-3426) (- m/z 69.00 100.00%

69.0
5000

-
137.1 2300 2350
2031 270.1 ,

g 2031 2101 saL1 T ee 57.00%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000

o

T
23.00 23.50
m/z 41.00 24.84%

137.0
0270 4| |, 1010 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0

T
23.00 23.50

5000 ITI/Z 95.00 13.66%
137.0
D
0'7'4 Il gl w1980 MWM
m/z--> 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- —— ——
69.0 23.00 23.50

m/z 67.00 10.79%

5000
136.0

p
oL asereo T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG061523\

Data File : BG@57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.851 3.84 ng 123686  Perylene-di2 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 80
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 78
3 Pentacosane 352 C25H52 000629-99-2 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 3534 (23.850 min): BG057732.D\data.ms (-3529) (- | m/z 57.00 100.00%
57.0

.

5000
3.1 23.50 24.00
2580
ol “u‘w‘w id J‘w B 2290 2 71,08 55.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 s —
23.50 24.00
m/z 43.00 50.94%
0 Il H\ h\ h‘ u‘ ‘ \6\90 2250 2810 3370 422(
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\

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

%

Abundance #306637: Eicosane, 1-iodo-
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 41.41%
2810
o‘w_Mmﬂ69°‘ 250 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane T T
57.0 23.50 24.00
m/z 55.00 18.87%
h AMWW/\M
ol Ll 00 50 pmg w20
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 9 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.426 8.12 ng 261273  Perylene-di2 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91

Abundance Scan 3632 (24.426 min): BG057732.D\data.ms (-3626) (- | m/z 252.00 100.00%

252.0
- Mh
i

125.0 24.50
ol 410 860 NWL““ 8O, 38z 2se.00  30.02%
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene Av/\v/\“mjﬁk
252.0
5000 /\‘ L

m/z 253.00  21.25%

125.0
0 39.0 83.0 H‘H 2000, |
\\\\‘\\\\‘ \‘\\\\‘\\\\\\\\‘\\\\‘\
mi/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0

24.50
5000 m/z 125.00 14.90%
126.0
ol 500 87.0 ) 16302000 k
e E T e

m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene T
252.0 24.50

m/z 125.95 11.61%

5000
125.0
ol7.0 830 H\H 16302000 }\WW ,

m/z--> 50 100 150 200 250 300 350 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample : 03222-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.913 4.13 ng 132900 Perylene-di2 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 93
3 Nonadecane 268 C19H40 000629-92-5 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3885 (25.913 min): BG057732.D\data.ms (-3878) (- | m/z 57.00 100.00%
57.0
99.0 5600
26.00
0L— “\‘ ‘H \hh \H\ \H‘ H‘ 4 Hh . \\ u‘ \1‘84 \9\2;13 9 %5\‘2”‘1\‘28;\5‘ 0’ ITI/Z 71.05 65. 3700
miz-> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 1
26.00
99.0 m/z 43.00 64.96%
0 \Z\S‘lwo‘r“ T “\ ‘M‘ \‘H‘\ HL \“‘ T “14‘-‘1 ?\ :\1_8\3\0‘ T 2\4?? T
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
——
26.00
5000 m/z 85.00 53.82%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane T
57.0 26.00
m/z 55.00 23.93%
w WW\/\WWW
99.0
0L 26:0 ‘ | LAy f4D 1830 2250 2680
o R R B o T B A —
m/z--> 50 100 150 200 250 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57732.D

Acqg On : 15 Jun 2023 20:16
Operator : CG/JU

Sample 1 03222-01 2X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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... 3.139 9.5 ng 123817 1 7.934 261006 20.0
2-Pentanone, 4-... 5.049 3.7 ng 48727 1 7.934 261006 20.0
Benzophenone 15.919 5.9 ng 134187 3 14.567 458231 20.0
Phenanthrene, 1... 18.233 2.3 ng 66954 4 17.311 571570 20.0
4H-Cyclopenta[d... 18.380 3.3 ng 94708 4 17.311 571570 20.0
unknown21.230 21.230 3.4 ng 172010 5 21.565 1014680 20.0
Supraene 23.245 3.6 ng 116327 6 24.726 643849 20.0
Triacontane 23.851 3.8 ng 123686 6 24.726 643849 20.0
Benzo[e]pyrene 24.426 8.1 ng 261273 6 24.726 643849 20.0
Heptadecane 25.913 4.1 ng 132900 6 24.726 643849 20.0
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