LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48

Operator : CG/JU

Sample : M2045-01

Misc . 124-GW-1

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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@48733.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.716 60 64 70 rVB5 16172 24919 1.27% 0.188%
2 3.957 100 105 114 rVB4 14636 30403 1.55% 0.229%
3 4.057 118 122 128 rVv4 15934 22087 1.13% 0.167%
4 4.210 141 148 152 rBV5 10436 22916 1.17% 0.173%
5 5.555 372 377 383 rBV 29624 36959 1.89% 0.279%
6 5.626 383 389 395 rBV 182316 293995 15.00%  2.217%
7 6.548 540 546 556 rBvV2 36950 65849 3.36% 0.497%
8 7.042 623 630 638 rBv 82691 132780 6.77% 1.001%
9 7.236 654 663 6790 rBV 120209 243587 12.43% 1.837%
106 7.459 695 701 705 rBV2 13006 20983 1.07% 0.158%
11 8.076 800 806 822 rVWv2 77853 148445  7.57% 1.119%
12 8.205 822 828 834 rVB3 11745 22818 1.16% 0.172%
13 8.452 863 870 878 rBV 59196 98348 5.02% 0.742%
14 8.570 884 890 896 rBV 49205 81683 4.17% 0.616%
15 8.716 909 915 921 rBV3 67619 116988 5.97% 0.882%
16 8.887 939 944 951 rBv2 11383 20734 1.06% 0.156%
17 9.034 963 969 974 rVB2 23428 37455 1.91% 0.282%
18 9.192 989 996 1000 rBv2 140221 236834 12.08% 1.786%
19 9.251 1000 1006 1019 rVB2 310704 633303 32.31% 4.776%
20 9.433 1031 1037 1044 rVB5 11696 28626 1.46% 0.216%
21 9.715 1079 1085 1091 rVV 87546 141386 7.21% 1.066%
22 9.774 1091 1095 1101 rVB3 43120 71261 3.64% 0.537%
23 9.980 1120 1130 1134 rBv4 12679 22757 1.16% 0.172%
24 10.085 1143 1148 1153 rBVS5 14082 26374 1.35% 0.199%
25 10.144 1153 1158 1168 rVB2 68538 144071 7.35% 1.086%
26 10.291 1176 1183 1191 rVV3 122933 232431 11.86% 1.753%
27 10.362 1191 1195 1200 rVB3 15564 25798 1.32% 0.195%
28 10.473 1210 1214 1220 rVB4 14877 24670 1.26% 0.186%
29 10.597 1231 1235 1242 rVB4 19720 31092 1.59% 0.234%
30 10.902 1275 1287 1292 rBV2 100664 255442 13.03% 1.926%
31 10.955 1292 1296 1301 rVV5 50614 98864 5.04% 0.746%
32 11.014 1301 1306 1312 rVB2 26556 47396 2.42% 0.357%
33 11.114 1318 1323 1330 rVB3 14628 22986 1.17% 0.173%
34 11.566 1396 1400 1405 rVB3 15817 24773 1.26% 0.187%
35 11.819 1437 1443 1449 rBV3 24395 41950 2.14% 0.316%
36 12.007 1470 1475 1480 rBV5 16881 28135 1.44% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48

Operator : CG/JU

Sample : M2045-01

Misc . 124-GW-1

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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.289 1519 1523 1531 rVB4 13210 24490 1.25% ©.185%
38 12.565 1562 1570 1578 rVB2 66053 113772 5.80% ©.858%
39 12.782 1600 1607 1613 rVB2 53212 90479 4.62% 0.682%
40 13.358 1696 1705 1711 rBV 772003 1194108 60.91% 9.005%
41 13.899 1793 1797 1805 rVB5 9949 22352 1.14% ©.169%
42 14.057 1817 1824 1828 rBV3 13972 26368 1.35% 0.199%
43 14.181 1840 1845 1850 rBV 31172 44875 2.29% 0.338%
44 14.739 1932 1940 1947 rBV 159198 260768 13.30% 1.966%
45 16.167 2176 2183 2186 rBV2 34721 49041 2.50% ©.370%
46 16.231 2186 2194 2202 rVB 673613 1023319 52.20% 7.717%
47 16.466 2230 2234 2239 rBV 89174 113897 5.81% ©.859%
48 16.560 2244 2250 2254 rBV 191461 275991 14.08% 2.081%
49 16.619 2254 2260 2266 rVV2 194725 399492 20.38%  3.013%
50 16.678 2266 2270 2274 rVV 213480 307251 15.67%  2.317%
51 16.725 2274 2278 2283 rVV2 125823 176305 8.99%  1.329%
52 16.778 2283 2287 2288 rVV 35962 49292 2.51% 0.372%
53 16.801 2288 2291 2293 rVV 113561 148108 7.56% 1.117%
54 16.825 2293 2295 2299 rWw2 86220 112537 5.74%  ©.849%
55 16.878 2299 2304 2311 rVv4 215285 432016 22.04%  3.258%
56 16.948 2311 2316 2320 rVV 235435 325576 16.61%  2.455%
57 16.983 2320 2322 2325 rW3 56909 71500 3.65% ©.539%
58 17.019 2325 2328 2335 rVB 122782 183391 9.35% 1.383%
59 17.218 2356 2362 2368 rBv4 32489 58936 3.01% 0.444%
60 17.389 2387 2391 2400 rVBS 14169 24822 1.27% 0.187%
61 17.494 2401 2409 2414 rVV 218741 343165 17.51% 2.588%
62 17.765 2449 2455 2456 rVV5 15272 28188 1.44% 0.213%
63 17.782 2456 2458 2464 rVV7 21748 38825 1.98% 0.293%
64 17.835 2464 2467 2470 rVV3 34077 43924  2.24% 0.331%
65 18.376 2552 2559 2565 rBv2 79219 115842 5.91% ©.874%
66 18.717 2613 2617 2621 rBV5 20731 33146 1.69% 0.250%
67 18.881 2638 2645 2649 rBV2 16383 30293 1.55% ©.228%
68 18.969 2656 2660 2669 rVB5 18626 24612 1.26% ©.186%
69 19.134 2683 2688 2693 rBV 108346 130930 6.68% 0.987%
70 19.222 2698 2703 2709 rBV3 20287 32944 1.68%  0.248%
71 19.539 2752 2757 2762 rBV5 36811 54949 2.80% 0.414%
72 19.645 2770 2775 2781 rBV4 27280 42553 2.17% 0.321%
73 19.774 2792 2797 2802 rVB2 76384 98712 5.04% 0.744%
74 20.103 2847 2853 2859 rBV 1543858 1960356 100.00% 14.783%
75 20.297 2882 2886 2890 rBV3 20738 24950 1.27% ©.188%
76 20.514 2918 2923 2927 rVB5 12225 21365 1.09% 0.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 20.779 2962 2968 2973 rVB 29829 39531 2.02% ©.298%
78 20.996 3000 3005 3009 rBV 89055 113022 5.77% ©.852%
79 21.043 3009 3013 3017 rVB4 16411 23410 1.19% 0.177%
80 21.408 3071 3075 3083 rBv4 89538 141143 7.20% 1.064%
81 21.789 3134 3140 3148 rVB2 226741 365334 18.64% 2.755%
82 25.133 3698 3709 3722 rVB2 148639 438822 22.38% 3.309%
83 28.458 4267 4275 4277 rBV7 12365 27207 1.39% 0.205%

Sum of corrected areas: 13261007
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048733.D\data.ms
1400000
1200000
1000000

800000
600000
400000

9.251
5.626

7236
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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: BG048733.D\data.ms

20.103
1400000

1200000
1000000

8000001{13.358

16.231

600000

400000

B4 17.494 21.789

18376  19.134 74 20.99@1.408
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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: BG048733.D\data.ms

200000 14.739

1400000
1200000
1000000
800000
600000
400000

200000 25.133
28.458

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

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, (1-methylethyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.548 8.87 ng 65849 1,4-Dichlorobenzene-d4 8.076

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 80
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 72
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 72
5 Mesitylene 120 C9H12 000108-67-8 64
Abundance Scan 546 (6.548 min): BG048733.D\data.ms (-540) (-) m/z 105.10 100.00%
105.1
5000
77.0 SERNENNY § EEE—
51.0 H 2206 6.20 6.40 6.60 6.80

o‘H"H“,w‘\mhw;“w‘h‘_“H‘Mm‘wwww_m_n m/z 120.10  24.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #9416: Benzene, (1-methylethyl)-

105.0
5000 L L B L L LA BN R I
6.20 6.40 6.60 6.80
m/z 77.00 20.64%
51.0 /7
27.0 H
O\\\‘\\\\’\\\\‘1\\\‘\\‘\\‘H\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 79.10 17.14%
39.0 77.0
o0 b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 6.20 6.40 6.60 6.80
m/z 103.00 16.49%
5000
77.0
270 510 ‘
oHWm‘,uH‘mWm_“H‘mWm_m‘mwmw SRS ) HS—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.042 17.89 ng 132780 1,4-Dichlorobenzene-d4 8.076

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 78
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 78
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 72
Abundance Scan 630 (7.042 min): BG048733.D\data.ms (-623) (-) m/z 91.10 100.00%
91.1
5000
65.0 120.1 T T T T
39.1 ‘ 6.80 7.00 7.20 7.40
b it 1866 /7 120010 21.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
91.0
6.80 7.00 7.20 7.40
65.0 120.0 m/z 65.00 18.90%
0 \1\5\.(‘)\‘\\\"‘\\“M“‘\H\H“\\‘!\’\‘\H“\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70356: N-Benzyl-2-phenethylamine
91.0 \
120.0 HHA‘HH‘HH,HH‘\A‘H
6.80 7.00 7.20 7.40
5000 m/z 92.00 8.53%
65.0
390 | 165.0  209.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]- ‘ﬂ““u““‘whb“‘m‘
91.0 6.80 7.00 7.20 7.40
m/z 39.10 8.49%
5000
120.0
65.0
150 390 | | . 1510
e R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, cyclopropyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.452  13.25 ng 98348 1,4-Dichlorobenzene-d4 8.076

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
2 Indane 118 C9H10 000496-11-7 74
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 49

Abundance Scan 870 (8.452 min): BG048733.D\data.ms (-863) (-) m/z 117.10 100.00%

117.1
5000
DISFIN i BNV VI
63"'0 ‘ 2072 264.1 421 8.20 8.40 8.60 8.80
|
ol b e 2072 264% A2 njz 118,10 59.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8964: Benzene, cyclopropyl-
11y7.0
5000 P e
8.20 8.40 8.60 8.80
m/z 115.00  28.41%
51.0
O \\\‘\i“‘\“\l\‘f“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #8951: Indane
117.0
8.20 8.40 8.60 8.80
5000 m/z 91.10 24.32%
o
miz--> 50 100 150 200 250 300 350 400 b\ j\
Abundance #8971: Benzene, 1-ethenyl-2-methyl- ‘AwA‘H““H““W‘ﬂ‘
117.0 8.20 8.40 8.60 8.80
m/z 63.00 15.03%
5000
39.0
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,4-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.570 11.01 ng 81683 1,4-Dichlorobenzene-d4 8.076

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90

4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 87
5 o-Cymene 134 C1eH14 000527-84-4 81

Abundance Scan 890 (8.570 min): BG048733.D\data.ms (-884) (-) m/z 105.00 100.00%

105.
5000 134.1
77.0
51.1 “ 8.20 8.40 8.60 8.80
0 H‘WHH‘HH‘,‘HHHm,s‘mmw“wH‘,‘uH_H‘,H‘\‘\}w_uuw m/z 119.10  83.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14840: Benzene, 1,4-diethyl-
105.0
5000
134.0 8.20 8.40 8.60 8.80
77.0 m/z 134.05 43.48%
20 L) |
O \\‘H\\‘\\H‘H\\"‘\\H}“H\HH\\‘\H!‘H\\"}‘\H‘\Hl\’H‘Hl\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14839: Benzene, 1,3-diethyl-
119.0
N‘Ammw_ww,‘
8.20 8.40 8.60 8.80
5000 134.0 m/z 91.10 42.25%

91.0
390 650 ‘
Ohr3S hirrrebrrefberepttrg ey bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14842: Benzene, 1,2-diethyl- /\JAHH_HWHHWH,‘

119.0 8.20 8.40 8.60 8.80
m/z 77.00 27.95%

5000 134.0

91.0

65.0
150 , 290 | 880 | ol

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,4-Cyclohexadiene, 3-ethen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.716 15.76 ng 116988 1,4-Dichlorobenzene-d4 8.076

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 52
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 50
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 49
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 47
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 46
Abundance Scan 915 (8.716 min): BG048733.D\data.ms (-909) (-) m/z 105.00 100.00%
105.
5000 134.1 )\
77'1 \\‘\\\\’\\\\‘\\\\’\\\\‘
51‘-0 | M ‘ I 8.40 8.60 8.80 9.00
Obrrrrreprerrprreteretiterpbbe el b myz 119,10 51.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14929: 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethyl-
119.0
91.0
5000 \\‘\\\/\\’\\/\\/\‘\‘\\\\’/\\\\\‘
134.0 8.40 8.60 8.80 9.00
41.0 65.0 ‘ m/z 91.00 47 .34%
0 \\‘H\w%?“\?uH‘iuHi‘”\‘\\’\H‘V\‘\\\HiH\\’!‘\H‘\HH\’HMMHHH‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14842: Benzene, 1,2-diethyl-
119.0 /\A
L H_m,w_m,)‘\w
8.40 8.60 8.80 9.00
5000 134.0 m/z 134.05 44.16%
91.0
39.0 65.0
LTy N P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ /\
Abundance #14856: Benzene, 1-methyl-3-propyl- T AL (RVANSAN
105.0 8.40 8.60 8.80 9.00
m/z 77.10 24.27%
5000
77.0 134.0
39.0 ‘
0250 0 @20 b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.192 31.91 ng 236834 1,4-Dichlorobenzene-d4 8.076
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 87
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87
Abundance Scan 996 (9.192 min): BG048733.D\data.ms (-989) (-) m/z 119.10 100.00%
119.1
5000
65.? ‘ ‘ 8.80 9.00 9.20 9.40 9.60
bbb M0 s 134.05  27.84%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 /k/\A’A‘,“/
8.80 9.00 9.20 9.40 9.60
m/z 91.05 25.91%
ool ||
01\5.\0\‘\‘i‘“\‘m\ﬁ\““h“\u \‘\‘HH‘\\H’HH‘HH’HH‘HH
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0 /\
_m}‘\”,_”/&,ﬁ\m,”
8.80 9.00 9.20 9.40 9.60
5000 m/z 117.10 24.64%
65. ‘ ‘
oS
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- Ao e
119.0 8.80 9.00 9.20 9.40 9.60
m/z 115.00 12.71%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40 9.60

8270-BGO41421.M Mon Apr 19 15:02:32 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 o-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.715 11.07 ng 141386 Naphthalene-d8 10.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93

Abundance Scan 1085 (9.715 min): BG048733.D\data.ms (-1079) (-) m/z 119.10 100.00%
0.1

11
5000 134.1
91.0 Al [ /\«M
391 652 ‘ 9.50 10.00
0 \\‘u\\‘\\u‘u\c‘,“mui‘w‘u\,M\‘\m‘i“u\\‘,Jwu‘M\,\\‘\‘1l\\\\‘\‘\‘\\‘\\ m/z 134.05 41.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: 0o-Cymene
119.0
5000 e e
9.50 10.00
910 134.0 m/z 91.ee  21.10%
41.0 65.0 ‘
0 \\‘H\\‘\H‘\‘HH"‘HH“\Hw’\‘\‘\\‘\H‘HH\\"i‘\u‘\WH’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
\ H\M Ll e
134.0 9.50 10.00
5000 ITI/Z 117.00 12.38%
91.0
39.0 65.0
0 \\%\5\.9\\\‘\‘\\\\"‘\\H“\‘H\’\‘\‘M‘\HM“H\\"\\H‘\m\\’HMMHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- = /\ s
119.0 9.50 10.00
m/z 120.00 11.75%
5000
91.0 134.0
39.0 65.0 ‘
15.0
0H‘m“"m‘H‘“,u‘Hi‘m‘,“1““m‘l“mu,;‘H‘1‘1‘1‘,H‘MHH‘H‘HW b R "I‘WM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Phenyl-1-butene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.144 11.28 ng 144071 Naphthalene-d8 10.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
Abundance Scan 1158 (10.144 min): BG048733.D\data.ms (-1153) (- m/z 117.00 100.00%
117.0
5000
631 L1 5 10.00 10.50
AT W LTS 210 ' o
Ol M 2E m/z 132,00 37.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14034: 1-Phenyl-1-butene
11y7.0
5000 ity ey
10.00 10.50
910 m/z 115.00  28.81%
z0®t, ||
O\\\’\‘\\\‘\\M\H\‘H\\\‘\\\\“H\h\\\‘\‘”\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0 MA
[\Mq ; Pl
10.00 10.50
5000 91.0 m/z 131.00 19.66%
51.0
Tl L
om,mwWHHH:_M p‘\‘uu_:‘H_m‘w_m‘w_m
miz--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- albne b Ly LTRSARIS
117.0 10.00 10.50
m/z 91.10 15.57%
5000
51.
12T oo PR 1 WD LS el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BGR41421.M Mon Apr 19 15:02:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.291 18.20 ng 232431 Naphthalene-d8 10.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 95
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
Abundance Scan 1183 (10.291 min): BG048733.D\data.ms (-1176) (- m/z 117.00 100.00%
11y7.0
5000
91.1
e —
51.0 74p ‘ | 1#-1 10.00 10.50
0l L Tl Wl myz 132,05 34.84%
m/z--> 20 40 60 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene
11y.0
5000 r—h e
10.00 10.50
910 m/z 119.05  33.81%
O T m 1o ey "} TN bl ‘H“‘\ T \‘Ur‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
1177.0 /L\/x/\
AL s
10.00 10.50
5000 m/z 115.00 3.38%
91.0
51.0 133.0
1B I N [ .
miz--> 20 40 60 80 100 120 140
Abundance #14042: Benzene, 2-butenyl- sl sk
117.0 1000 1050
m/z 91.10 7.70%
5000 91.0 K
39.0 65.0 J\M
133.0
O‘¥??‘M“wp‘ﬂw‘pw Jl“ﬂ“lh“WJ“““ NAﬁA el
m/z--> 20 40 O 100 120 140 10 00 10. 50

8270-BGO41421.M Mon Apr 19 15:02:34 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 ((1,2-Diethylethylene)bis(p... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.560 16.09 ng 275991  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 72
2 Hexestrol, O-pentafluoropropionyl- 416 C21H21F503 1000365-43-4 72
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 64
5 Hexestrol 270 C18H2202 005635-50-7 64

Abundance Scan 2250 (16.560 min): BG048733.D\data.ms (-2244) (- m/z 135.05 100.00%
135.1

5000

i~ :
411 16.50

220 5% /7 107.00  21.46%

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

Abundance #186820: ((1,2-Diethylethylene)bis(p-phenylene))diacetat
135.0

o

5000 P A ‘
16.50
m/z 41.10 11.24%
o 430 ’ . {211.0 282.0 354.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217777: Hexestrol, O-pentafluoropropionyl-
135.0 JUW4NMJL
Pl ‘
16.50
5000 m/z 136.00 10.93%
43.0
0 ‘ L] M‘ [ ‘l 25‘3.0 314'0 388'0
T E e e e e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)- /\'ﬁ il Aty !
135.0 16.50
m/z 121.00 8.44%
5000
4110‘ | 206.0
LT T WAL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50

8270-BGO41421.M Mon Apr 19 15:02:34 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl6.619 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.619 23.28 ng 399492  Phenanthrene-d10 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 46
2 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 35
3 Butanamide, N-(4-methylphenyl)-3... 191 C11H13NO2 002415-85-2 30
4 1,2-propanedione,1-(3,4-methylen... 192 C10H804 1000378-93-0 25
5 3',4'-Formoxylidide 149 C9H11NO 006639-60-7 25

Abundance Scan 2260 (16.619 min): BG048733.D\data.ms (-2254) (- m/z 107.00 100.00%

107.0 149.1
5000 191.1
P
41 o0 SRSV LEER
‘ ‘ ‘ ‘ ‘ ‘ 220.1 16.50 17.00
Okt o b B b U, 149.05  96.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23771: Phenol, 2-(1,1-dimethylethyl)-
107.0 1350
5000 .. SIS
16.50 17.00
39.0 . .34%
o ‘ 770 ‘ m/z 121.10 70.34%
O\\\\‘\\\\H"\\“N‘\“\“\\‘\““\\‘H\’\L\‘\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54039: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamin
43.0 149.0
e ey
16.50 17.00
5000 ITI/Z 135.05 52.43%
120.0 191.0
| 80.0 ‘
O vy e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53714: Butanamide, N-(4-methylphenyl)-3-oxo-
107.0 16.50 17.00
m/z 191.10 38.59%
5000 191.0
43.0 133.0
77.0
0150 Ll ‘H\\ ‘ 158.0 | ™ i /l\f/\'\/\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

8270-BGO41421.M Mon Apr 19 15:02:35 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Hexestrol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.678 17.91 ng 307251  Phenanthrene-d10 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexestrol 270 C18H2202 000084-16-2 53
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 52
3 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 50
4 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 38
5 Benzestrol 298 C20H2602 000085-95-0 38

Abundance Scan 2270 (16.678 min): BG048733.D\data.ms (-2266) (-  m/z 135.05 100.00%
135.1

5000

41.1 — i
19ﬁ1 16.50 17.00

"Nhﬂhhwwﬁﬂw"‘w‘!‘w““_“‘_“‘_“‘ﬁ?§4 m/z 107.10  77.06%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119446: Hexestrol
135.0

5000 SAv LI
16.50 17.00

m/z 121.05 70.11%

77.0
0 .H\Ju Lody | 212.0 270.0
\\\\‘\\\1‘\\\\‘\\IW]T\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23711: Phenol, m-tert-butyl-
135.0

e —
16.50 17.00

o

5000 ITI/Z 149.05 66.00%
41.0
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)- —h =
135.0 16.50 17.00
m/z 41.10 20.01%
5000
o‘wuu{u*‘u‘wu‘wwH_m,HH_m‘mWm_m,‘m et ) LR
m/z--> 0 50 100 150 200 250 300 350 400 450 16.50 17.00

8270-BGO41421.M Mon Apr 19 15:02:36 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl6.725 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.725 10.28 ng 176305  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl 2-bromoacetate 228 C9H9Bro02 005437-45-6 43
2 Oxalic acid, ethyl 2-isopropylph... 236 C13H1604 1000309-56-0 27
3 Phenol, 4-(1-methylpropyl)- 150 C1@H140 000099-71-8 25
4 Phenol, 2-(1-methylpropyl)- 150 C10H140 000089-72-5 22
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 22

Abundance Scan 2278 (16.725 min): BG048733.D\data.ms (-2274) (- m/z 149.00 100.00%

121.0 149.0
5000
411 77.0 191.2 T T
O‘H‘_‘HM‘muh‘ﬂ;Wumuhw1W‘NLW‘H‘_H‘_‘H}H‘W“ m/z 121 97 90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84881: Benzyl 2-bromoacetate
107.0
5000 ‘
149.0 1650 1700
79.0 m/z 107.0 76.46%
o140 L g 228.0
HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH’\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #90448: Oxalic acid, ethyl 2-isopropylphenyl ester
121.0
1650 1700
5000 ITI/Z 18.28%
29.0 91.0 149.0
R R
O‘H‘_MH‘H‘WJH‘_‘Mwﬁuwy‘u‘u‘w‘u‘_‘u‘u‘w‘H‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23742: Phenol, 4-(1-methylpropyl)- \AWA ‘ e
121.0 1650 1700
m/z 191. 17.92%
5000
39.0 77.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00

8270-BGO41421.M Mon Apr 19 15:02:36 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.801 8.63 ng 148108  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 72
4 Hexestrol 270 C18H2202 005635-50-7 72
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72
Abundance Scan 2291 (16.801 min): BG048733.D\data.ms (-2288) (-  m/z 135.00 100.00%
135.0
5000
— —
411 910 16.50 17.00
ol kil A 1928 84 7 167.05  20.24%
miz-> 50 100 150 200 250 300
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0
5000
16.50 17.00
m/z 136.00 12.39%
43.0 910 ‘ ‘ 206.0
O\\\\“\\‘\\“‘\\\\“\\‘\\“\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0
WAL VAL SO
16.50 17.00
5000 m/z 41.10 10.70%
a0 % N
B S ——
miz--> 50 100 150 200 250 300 M/\
Abundance #23717: Phenol, m-tert-butyl- T —
135.0 16.50 17.00
m/z 91.00 8.26%
5000
41.0 95.? ‘
m/z--> 50 100 150 200 250 300 16.50 17.00

8270-BGO41421.M Mon Apr 19 15:02:37 2021

Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Acetamide, N-(3-methylphenyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.878 25.18 ng 432016  Phenanthrene-d10 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 CO9H11NO 000537-92-8 62
2 Acetamide, N-(2-methylphenyl)- 149 C9H11NO 000120-66-1 53
3 Acetamide, N-methyl-N-phenyl- 149 CO9H11NO 000579-10-2 46
4 Phthalic acid, 5-methylhex-2-yl ... 292 C17H2404 1000371-09-3 35
5 Phthalic acid, ethyl 2-pentyl ester 264 C15H2004 1000315-47-4 35

Abundance Scan 2304 (16.878 min): BG048733.D\data.ms (-2299) (-  m/z 149.00 100.00%

149.0
5000

77.0
16. 50 17 00

220.1 .
ol ﬂ““m‘w Wl 220 A0 1e7.10 94.07%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23632: Acetamide, N-(3-methylphenyl)-
10y.0
5000
16.50 17.00
43.0 m/z 121.00 49.12%
O \\\\“hl\ﬂ\h\\“‘\\\\i\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #23634: Acetamide, N-(2-methylphenyl)-
107.0
— —
16.50 17.00
5000 m/z 76.95  18.58%
43.0
0 ok et
miz—> 0 50 100 150 200 250 300 350 400
Abundance #23625: Acetamide, N-methyl-N-phenyl- — WN““
107.0 16. 50 17. OO
m/z 55.00 15.36%
5000
43.0
o*‘, M? LA TULLY
m/z--> 0 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Phenol, m-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.948 18.97 ng 325576  Phenanthrene-d10 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
3 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 64
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
5 Hexestrol 270 C18H2202 005635-50-7 59

Abundance Scan 2316 (16.948 min): BG048733.D\data.ms (-2311) (-  m/z 135.00 100.00%

135.0
5000

41.0 91.0 17 00
o by | 17992200 gz 107.00  21.63%
mlz--> 50 100 150 200 250 300 350
Abundance #23717: Phenol, m-tert-butyl-
135.0
5000
17 00

m/z 41.05 10.26%
i

41.0 95.?
T ‘\ ‘\‘ ‘ \‘\ “\ \“‘ T ‘\ T ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135.0 /k

o

17.00
5000 m/z 91.00 9.59%
41.0 95.#
) T
miz--> 50 100 150 200 250 300 350 s
Abundance #186820: ((1,2-Diethylethylene)bis(p-phenylene))diacetat e ey
135.0 17.00

m/z 136.00 8.42%

5000
177.0

N ‘91‘-0‘” | \“ 24102820 354, A "
et b 24102820 304 S

m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Acetamide, N-(2-methylphenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.019 10.69 ng 183391  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(2-methylphenyl)- 149 CO9H11NO 000120-66-1 64
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 64
3 Acetamide, N-(4-methylphenyl)- 149 CO9H11NO 000103-89-9 47
4 Phthalic acid, decyl 2,7-dimethy... 440 C28H4004 1000315-49-5 43
5 Phthalic acid, cyclohexyl 4-form... 352 C21H2005 1000315-73-5 43

Abundance Scan 2328 (17.019 min): BG048733.D\data.ms (-2325) (- m/z 149.05 100.00%

149.1
107.0
5000
T \
%51 | 17.00
0 ‘HMMWhh¢wMWN‘h‘“‘??933549““““‘4996 m/z 107.00  67.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23633: Acetamide, N-(2-methylphenyl)-
10y.0
5000 o :
43.0 149.0 17.00
' m/z 121.10 16.36%
0 \\hi‘\“ih‘\”\‘“i‘}“‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #23632: Acetamide, N-(3-methylphenyl)-
107.0
T \
17.00
5000 ITI/Z 55.10 14.39%
149.0
43.0
miz--> 50 100 150 200 250 300 350 400 AmMM
Abundance #23631: Acetamide, N-(4-methylphenyl)- — A
101.0 17.00
m/z 77.00 13.74%
5000 149.0
43.0
0 “i‘h i ‘\L I I \ F NJ,LL‘/\'\MN’“\/\/A\

m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Tridecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.376 6.75 ng 115842  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 2559 (18.376 min): BG048733.D\data.ms (-2552) (-  m/z 41.05 100.00%

410 73.0
5000 :

H 18.00 1850
m‘wl‘m m/z 43.05 98.19%

o

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43.0 73.0
5000 129.0
1800 1850
171.0 m/z 55.10  91.24%
Ll L e
Oj\-ﬁl‘()\‘}\\‘“‘\\”\“\H\‘\‘H!H\““\\‘M‘\‘\‘H“H}\“H\\‘\‘\H‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
73.0
129.0 1800 1850
43.0
‘1010 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 18.00 18.50
43.0 m/z 60.10 83.33%
5000
129.0
185.0 228.0
LA L gsrg |
o“WNHJM‘W”wJMMH%LJN‘MMWLHNMNH‘H‘W‘H‘MJH‘H‘W‘ o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 unknown19.134 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.134 7.63 ng 130930  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 47
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 25
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 16
5 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 12

Abundance Scan 2688 (19.134 min): BG048733.D\data.ms (-2683) (- m/z 57.10 100.00%
5

7.1
5000 97.1
‘ 1900 1950
169.1 i :
- “ ‘ b0 2285 8088y 97.10  47.71%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 el e et
19.00 19.50
113.0 m/z 55.05 43.33%
O ‘M\“\‘ ‘\‘h“\“‘ \““\ T ‘1\6§c\)\ L B B B B
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
T e
19.00 19.50
5000 ITI/Z 113.10 41.33%
97.0
0150, “\ ‘\ L 1310 190 70 311
— e
miz--> 50 100 150 200 250 300
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate .. ‘ ‘f“‘
57.0 19.00 19.50
m/z 83.10 28.41%
5000
97.0
o150 “‘\ | ‘ ” 153.0 2110
e P R
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Trifluoroacetoxy hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.407 7.73 ng 141143 Chrysene-d12 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
4 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 86
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 81

Abundance Scan 3075 (21.407 min): BG048733.D\data.ms (-3071) (- m/z 57.05 100.00%
57.0

7.1
5000
2150
ol Bl “H‘ bl “ s ‘0‘91‘2‘5,3‘9‘ 3033.%%5  h/z 43.16  88.39%
mlz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 T
21.50
m/z 83.10 87.17%
015Q‘\\ 3?9 196.0 269.0 3200
L ‘ f T [ f \ T ‘ L ‘ T \ T ’ T \ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0
83.0
—r
21.50
5000 m/z 69.10 85.91%
o UL e oo
Miz--> 50 100 150 200 250 300 350
Abundance #191698: Bromoacetic acid, hexadecyl ester — b
43.0 21.50
83.0 m/z 55.10 85.05%
5000
230
196.0
ok ‘M H‘ ! H‘ s 2990 Sl
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48733.D

Acqg On : 16 Apr 2021 20:48
Operator : CG/JU

Sample : M2045-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, (1-met... 6.548 8.9 ng 65849 1 8.076 148445 20.0
Benzene, propyl- 7.042 17.9 ng 1327860 1 8.076 148445 20.0
Benzene, cyclop... 8.452 13.3 ng 98348 1 8.076 148445 20.0
Benzene, 1,4-di... 8.570 11.0 ng 81683 1 8.076 148445 20.0
1,4-Cyclohexadi... 8.716 15.8 ng 116988 1 8.076 148445 20.0
Benzene, 1l-ethy... 9.192 31.9 ng 236834 1 8.076 148445 20.0
o-Cymene 9.715 11.1 ng 141386 2 10.902 255442 20.0
1-Phenyl-1-butene 10.144 11.3 ng 144071 2 10.902 255442 20.0
Benzene, 1-ethe... 10.291 18.2 ng 232431 2 10.902 255442 20.0
((1,2-Diethylet... 16.560 16.1 ng 275991 4 17.494 343165 20.0
unknown16.619 16.619 23.3 ng 399492 4 17.494 343165 20.0
Hexestrol 16.678 17.9 ng 307251 4 17.494 343165 20.0
unknown16.725 16.725 10.3 ng 176305 4 17.494 343165 20.0
4-(1,1-Dimethyl... 16.801 8.6 ng 148108 4 17.494 343165 20.0
Acetamide, N-(3... 16.878 25.2 ng 432016 4 17.494 343165 20.0
Phenol, m-tert-... 16.948 19.0 ng 325576 4 17.494 343165 20.0
Acetamide, N-(2... 17.019 10.7 ng 183391 4 17.494 343165 20.0
Tridecanoic acid 18.376 6.8 ng 115842 4 17.494 343165 20.0
unknown19.134 19.134 7.6 ng 130930 4 17.494 343165 20.0
Trifluoroacetox... 21.407 7.7 ng 141143 5 21.789 365334 20.0
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