LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\
Data File : BG045814.D
Aca On 19 Jun 2020 14:05 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : 1-3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG061520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.147 4 10 19 rVvB2 143084 400964 1.69% 0.264%
2 3.717 95 107 117 rBV 10149705 23689214 100.00% 15.578%
3 3.828 119 126 136 rVB6 197612 663619 2.80% 0.436%
4 3.928 136 143 162 rVB 867847 1733625 7.32% 1.140%
5 4.099 162 172 183 rBVY 7490569 16564873 69.93% 10.893%
6 4.204 184 190 197 rBvV5 89197 298137 1.26% 0.196%
7 4.533 239 246 259 rVB2 216353 436997 1.84% 0.287%
8 5.033 303 331 337 rBv4 288772 1500451 6.33% 0.987%
9 5.226 357 364 371 rBVY 1436388 2921227 12.33% 1.921%
10 5.420 391 397 406 rVB 1191815 2089470 8.82% 1.374%

11 5.555 406 420 430 rBV 1983016 5246585 22.15% 3.450%
12 5.667 430 439 442 rVB 110919 319027 1.35% 0.210%
13 5.926 473 483 492 rBV 1670049 2906399 12.27% 1.911%
14 6.407 558 565 570 rBv2 106522 239026 1.01% 0.157%
15 6.625 573 602 605 rvv3 238536 1663807 7.02% 1.094%

16 6.701 605 615 619 rVvB 113478 249291 1.05% 0.164%
17 6.895 641 648 655 rBv 159923 275852 1.16% 0.181%
18 7.006 655 667 672 rBvV 532340 901415 3.81% 0.593%
19 7.065 672 677 682 rBV 241703 410795 1.73% 0.270%
20 7.147 682 691 695 rBv2 815525 1805248 7.62% 1.187%

21 7.241 703 707 712 rBV 156315 308580 1.30% 0.203%
22 7.570 755 763 772 rVB 1647222 2791981 11.79% 1.836%
23 7.805 795 803 809 rBv2 300875 634587 2.68% 0.417%
24 7.923 816 823 824 rBV 187149 303234 1.28% 0.199%
25 7.952 824 828 834 rvB2 683138 1148830 4._.85% 0.755%

26 8.034 834 842 849 rBV 931317 1936150 8.17% 1.273%
27 8.281 862 884 891 rBV2 4222095 9636452 40.68% 6.337%
28 8.369 891 899 902 rvv3 155515 405932 1.71% 0.267%
29 8.416 902 907 912 rVB 806350 1356164 5.72% 0.892%
30 8.557 925 931 936 rBV 188621 351745 1.48% 0.231%

31 8.763 955 966 972 rvVv 2986409 6920375 29.21% 4 _.551%
32 9.033 1006 1012 1016 rBV3 177008 345527 1.46% 0.227%
33 9.086 1016 1021 1032 rVB 507314 1079887 4._.56% 0.710%
34 9.368 1059 1069 1073 rBV5 246385 689427 2.91% 0.453%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\
Data File : BG045814.D
Aca On 19 Jun 2020 14:05 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : 1-3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.573 1098 1104 1108 rBV3 114119 285334 1.20% 0.188%

36 9.732 1127 1131 1136 rVV 163460 288699 1.22% 0.190%
37 9.785 1136 1140 1145 rVvV2 145750 249664 1.05% 0.164%
38 9.938 1157 1166 1167 rBv4 207636 321563 1.36% 0.211%
39 9.967 1167 1171 1181 rVB 449459 834088 3.52% 0.548%
40 10.132 1188 1199 1204 rBV4 244275 817262 3.45% 0.537%

41 10.237 1204 1217 1220 rVV2 2014914 6956673 29.37% 4_575%
42 10.273 1220 1223 1233 rVV 2799927 4332638 18.29% 2.849%
43 10.408 1241 1246 1260 rVB3 403848 982290 4._.15% 0.646%
44 10.525 1260 1266 1273 rBV2 162827 267875 1.13% 0.176%
45 10.643 1280 1286 1294 rBV3 694204 1344635 5.68% 0.884%

46 10.725 1295 1300 1303 rVV 198299 350832 1.48% 0.231%
47 10.778 1303 1309 1317 rVV 1129027 2071844 8.75% 1.362%
48 11.124 1360 1368 1374 rVV 472278 886700 3.74% 0.583%
49 11.301 1394 1398 1406 rVB 206943 362862 1.53% 0.239%
50 11.412 1406 1417 1424 rBV3 402622 1487347 6.28% 0.978%

51 11.606 1442 1450 1467 rBV2 1841154 3894632 16.44% 2.561%
52 11.841 1485 1490 1493 rVVv4 138031 250977 1.06% 0.165%
53 11.888 1493 1498 1507 rVV3 167703 421379 1.78% 0.277%
54 12.117 1533 1537 1545 rVB2 148165 277891 1.17% 0.183%
55 12.387 1576 1583 1590 rVB2 244115 540010 2.28% 0.355%

56 12.611 1616 1621 1626 rBV3 328653 593856 2.51% 0.391%
57 12.799 1648 1653 1665 rvB2 138313 303392 1.28% 0.200%
58 12.928 1670 1675 1682 rBV6 108553 280062 1.18% 0.184%
59 13.157 1706 1714 1717 rBV 1476010 2706615 11.43% 1.780%
60 13.192 1717 1720 1729 rVB 1448018 2109736 8.91% 1.387%

61 13.421 1752 1759 1765 rVB 2620946 4850521 20.48% 3.190%
62 13.803 1815 1824 1831 rVB 648725 1577224 6.66% 1.037%
63 13.879 1831 1837 1842 rBV4 171445 329398 1.39% 0.217%
64 14.020 1857 1861 1873 rVB 232191 413497 1.75% 0.272%
65 14.567 1945 1954 1968 rVB3 419554 917116 3.87% 0.603%

66 15.184 2054 2059 2066 rVB 287041 417426 1.76% 0.274%
67 15.383 2075 2093 2102 rBV2 1759002 5838382 24.65% 3.839%
68 16.071 2203 2210 2215 rBV 1166960 1781217 7.52% 1.171%
69 16.200 2226 2232 2241 rBV3 245066 450173 1.90% 0.296%
70 16.294 2241 2248 2254 rBV2 325729 639145 2.70% 0.420%

71 16.552 2280 2292 2297 rBV 225618 616747 2.60% 0.406%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

3?22 le L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 17.316 2416 2422 2433 rVB 470631 776075 3.28% 0.510%
73 18.156 2560 2565 2572 rVB 368496 545143 2.30% 0.358%
74 18.232 2573 2578 2588 rBV 531012 813331 3.43% 0.535%
75 18.508 2620 2625 2634 rBV3 223324 373279 1.58% 0.245%

76 19.495 2789 2793 2804 rBV 200147 324927 1.37% 0.214%
77 19.766 2834 2839 2847 rVB 388324 633642 2.67% 0.417%
78 19.936 2862 2868 2875 rBV 2524951 3347794 14.13% 2.201%
79 21.234 3084 3089 3096 rBV 227706 371347 1.57% 0.244%
80 21.575 3141 3147 3155 rVB 475551 743393 3.14% 0.489%

81 24.700 3669 3679 3690 rBV 296542 866807 3.66% 0.570%

Sum of corrected areas: 152070333
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG045814.D
1e+07 3|72
8000000 4.10
6000000

8.28

4000000

2000000

ok

Time-->

Abundance
1e+07

TIC: BG045814.D

8000000
6000000

4000000
13.42 19.94
20000004 13, 15.38 1607

13.80
o 1457 151 868% 55 17.32 14;&3}%& 51 19.589.7 21.2321’(;57
A A

(O I I o o o o e B e B B LA B A i o B B i e S R AREE

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: BG045814.D
1e+07

8000000

6000000

4000000

2000000

24.70
A

R AREEE R e L R S e e R

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\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Hexanone Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.72 1562.44 ng 23689200 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone 100 C6H120 000591-78-6 53
2 Methvl Isobutvl Ketone 100 C6H120 000108-10-1 52
3 Acetvlacetone 100 C5H802 000123-54-6 47
4 Piperazine. l-methvl- 100 C5H12N2 000109-01-3 43
5 Ether,1- propenyl propyl 100 C6H120 003424-89-3 38

Abundance Scan 108 (3.723 min): BG045814.D (-95) (-) m/z 43.05 100.00%
a3
58
5000 85
100
R Rmam e A
3.40 3.60 3.80 4.00
0 .,....,....-|,-| b P2 s 207220 1 a7 B8.00  60.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #3775: 2-Hexanone
43
58
5000 LU SR U AR
3.40 3.60 3.80 4.00
0
- ‘ ‘ 85 100 m/z 57.05 46.08%
0'I”}ﬂ'”'k'”I”hWJ”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
340 3.60 380 400
5000 sg m/z 85.05 42 .59%
21 85 100 /\
72
Oy T T e o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #3662: Acetylacetone R e A ma
43 3.40 3.60 3.80 4.00
m/z 41.05 41.47%
5000
85
15 . 100
0'ﬁ'”I”'W"ﬁ?”?W'”'P'”I”'W'”'P'”I”'W'”'P' AR SR SRR AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Disulfide, dimethyl Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.83 43.77 ng 663619 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 93
2 Dimethvl methvlphosphonate 124 C3H903P 000756-79-6 38
3 Succinic acid. di(cvclohex-2-env... 306 C18H2604 1000330-19-3 25
4 S-(2.2.2-Trifluoroethvl) methane... 194 C3H5F302S2 069466-44-0 10
5 Carbonic acid, heptyl phenyl ester 236 C14H2003 1000314-57-1 10
Abundance Scan 126 (3.828 min): BG045814.D (-119) (-) m/z 93.95 100.00%

%
5000 45

73 ...................
339 340 360 380 400 420

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #2536: Disulfide, dimethyl
45 94
5000

3.40 3.60 3.80 4.00 4.20
4 m/z 45.05 40.03%

27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
94

3.40 3.60 3.80 4.00 4.20

5000 m/z 43.05 32.84%
63 124
15 45
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #149667: Succinic acid, di(cyclohex-2-enylmethyl) ester e T
94 340 360 380 400 420

m/z 41.05 17.17%

5000
67
. a O 119 195213 306

IIIIIIIIIIIIIII‘III“III IIIIIIIII IIIIIIIIIIII IIIIIIIIIIII IIIIIIIIIIII IIIIII IIIIIIIII IIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanol, 4-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

3.93 114.34 ng 1733630 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 78
3 2-Octanol 130 C8H180 000123-96-6 72
4 2-Octanol. (S)- 130 C8H180 006169-06-8 72
5 2-Octanol, (R)- 130 C8H180 005978-70-1 72

Abundance Scan 143 (3.928 min): BG045814.D (-136) (-) m/z 45.05 100.00%
45
5000
69
57 ‘ 87 101 15 3.60 3.80 4.00 4.20
0 bbbt e e e e | M/Z 69.05  29.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4443: 2-Pentanol, 4-methyl-
45
5000 USSR SURRERRARE
360 3.80 4.00 4.20
69 m/z 43.05 26 .08%
ol 16 \\ W‘ > | 8 am
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
45
'3.60 380 400 420
5000 m/z 41.05 20.74%
69
27
o 14 56 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13631: 2-Octanol B EEES R E s L
45 3.60 3.80 4.00 4.20
m/z 39.05 12.48%
5000
ol 25 H ‘\“ [ 70 84 97 112 199
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 360 380 400 420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Thiirane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

5.03 98.96 ng 1500450 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiirane 60 C2H4S 000420-12-2 53
2 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 42
3 2-Fluoropropene 60 C3H5F 001184-60-7 32
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 32
5 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 25

Abundance Scan 331 (5.033 min): BG045814.D (-303) (-) m/z 43.05 100.00%
43 60
5000
P 101
69 g 108 460 4.80 5.00 520 5.40
o...,....,....,..??|;.|:|..?3.'.“! -....',....;.-..|.,.9.3.:,...:,.... m/z 60.00 78.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #271: Thiirane
5 60
5000 21
460 4.80 5.00 520 5.40
s m/z 59.05 58.50%
0 \‘ M i 53“ 1
S I FURELIL UL UL SURRLS SULILR UL S SO B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance

60

460 4.80 5.00 5.20 5.40
5000 45 101 m/z 41.05  35.36%

54
39 73 84
O T T T T e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance

#286: 2-Fluoropropene RN R e e e
59 460 4.80 5.00 520 5.40

m/z 101.05 24 .90%

5000
39
27 3f 45
15
0...,....,..:‘.,‘...‘l}‘.:‘..,...‘:,....,....,....,....,....,.... ﬁi’ﬁ

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, 1,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

5.93 191.69 ng 2906400 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 97
3 o-Xvlene 106 C8H10 000095-47-6 97
4 1.3-Cvclopentadiene. 5-(1-methvl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 484 (5.931 min): BG045814.D (-473) (-) m/z 91.05 100.00%
o
5000 106 \
39 45 51, 65 7( 65 || o8 || 115 '560 580 6.00 6.20
SN ke LT N L L M BN HE . m/z 106.05  44.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5102: Benzene, 1,3-dimethyl- /\
g1
5000 106 U S LR UL SRR
560 5.80 6.00 6.20
0
. a9 51 . 77 m/z 105.05 19.45%
S A=~ 20 (-0 N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
91
\"I"”I"”I"”I"”I
560 5.80 6.00 6.20
5000 106 m/z 77.05 14.07%
39 51 77
o 27 45 | 57 B 85 | 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 \
Abundance #5076:0—Xy|ene ||||lll|llll|llll|llll[|\
g1 5.60 5.80 6.00 6.20
m/z 51.05 8.49Y%
5000 106
51 77
P A O T - - Y (R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Butanoic acid, 2-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

6.62 109.74 ng 1663810 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 80
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 74
3 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 64
4 Octanoic acid. 2-methvl- 158 C9H1802 003004-93-1 39
5 2-Methylheptanoic acid 144 C8H1602 001188-02-9 39

Abundance Scan 601 (6.619 min): BG045814.D (-573) (-) m/z 74.05 100.00%

74
5000
43

87 L B i e
620 640 660 680 700

55
101
..,....,....,....|,|:.'..,.'.|!-.,6.2...','.| ..,...|.,....,~....1,1.1...,...1.2]5’...., m/z 43.05 28.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4289: Butanoic acid, 2-methyl-
74
29 4 57

o

6.20 6.40 6.60 6.80 7.00
87 m/z 41.05 22.01%
o liso ) e |
L A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
74
6.20 6.40 6.60 6.80 7.00
5000 43 m/z 73.05 19.93%
55 87
27
ol 15 67 101 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13442: Hexanoic acid, 2-methyl- Do e
74 6.20 6.40 6.60 6.80 7.00

m/z 87.05 18.38%

5000
43

27 87

60
“ 36|, 53, | e7 | ‘ 94 101108115 130

N R L E

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00

8270-BG061520.M Mon Jun 22 01:16:22 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, l-ethyl-2-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

7.01 59.45 ng 901415 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 668 (7.012 min): BG045814.D (-655) (-) m/z 105.05 100.00%
105
5000
120
77 91 IR LA I L
39 5lg 65 I | o8 113 ‘ 6.60 6.80 7.00 7.20 7.40
o} S NS 1 MBS 15 1 5 S m/z 120.05 29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.60 6.80 7.00 7.20 7.40
20 . oL m/z 91.05 14 .64%
o 20 T Slse® g4 eg | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.05 14 .04%
120
18 27 39 51565 77 91
O B e T B o e o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene

6.60 6.80 7.00 7.20 7.40
m/z 79.05 10.15%

5000

A\
LI L L L L L L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20 7.40

8270-BG061520.M Mon Jun 22 01:16:24 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Benzene, 1,2,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

7.57 184.15 ng 2791980 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 763 (7.570 min): BG045814.D (-755) (&)) m/z 105.05 100.00%
105
5000 120
39 51 g4 65 7|7 S A 7.20 7.40 7.60 7.80 8.00
Obrr e oo e et 82 L 98 L LISL sz 12005 42.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 7.20 7.40 7.60 7.80 8.00
o 17 o m/z 77.00 14 ._.79%
oo 15 27 7 Slsg 85 || g5 o8 | 113
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
7.20 7.40 7.60 7.80 8.00
5000 m/z 91.05 11.96%
120
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 7.20 7.40 7.60 7.80 8.00

m/z 119.05 11.63%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00

8270-BG061520.M Mon Jun 22 01:16:26 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Benzene, 1,2,4-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

8.03 127.70 ng 1936150 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 841 (8.029 min): BG045814.D (-834) (-) m/z 105.05 100.00%
105
5000 120
77 AR o
91
39 51 65 7.60 7.80 8.00 8.20 8.40
Obrrrrrr e 28 ol 84, 98 ) 112 )L 127 L 5956 05 40. 66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 RN LN UL IR
120 760 7.80 8.00 820 8.40
a0 77 o1 m/z 77.05 14 .05%
oL 15 27 T S 5g 8 g eg | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
7.60 7.80 800 8.20 8.40
5000 m/z 74.05 12.86%
77 o1 120
15 27 39 51 465
G AR R AR RARER ARARS RARAN ARRRS RSN RALRS RARSS SRR UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 7.60 7.80 8.00 8.20 8.40

m/z 91.00 12._.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20 8.40

8270-BG061520.M Mon Jun 22 01:16:27 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.13 46.59 ng 817262 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 55
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 55
4 p-Cvmene 134 C10H14 000099-87-6 55
5 o-Cymene 134 C10H14 000527-84-4 53

Abundance Scan 1199 (10.132 min): BG045814.D (-1188) (-) m/z 119.05 100.00%
119
5000
134
152 207 9.80 10.00 10.20 10.40
0 s e m/z 117.05 33.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119
5000 e "|""|"'j>|""|
9.80 10.00 10.20 10.40
., 9 134 m/z 95.05 32.81%
15 28 39 51 & | 105 )
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 9.80 10.00 10.20 10.40
5000 m/z 134.05 32.29%
271 39 51 g5 77 N e
(O L T e R A e 2
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 9.80 10.00 10.20 10.40
m/z 91.05 24 .58%
5000 134
39 91
15 27 3 5165 7T | 103 )|
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260 9.80 10.00 10.20 10.40

8270-BG061520.M Mon Jun 22 01:16:29 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Phenol, 3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.24 396.58 ng 6956670 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl- 122 C8H100 000620-17-7 97
2 Phenol. 4-ethvl- 122 C8H100 000123-07-9 86
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 83
4 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 72
5 2-lIsopropylpyrazine 122 C7H10N2 029460-90-0 53
Abundance Scan 1217 (10.237 min): BG045814.D (-1204) (-) m/z 107.05 100.00%
107
5000 122
77
39 51 60 91 10.00 10.20 10.40 10.60
Obrrprrrr e et B 0 83 L8 IS W 185 0 Tz 122.00 46.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9913: Phenoal, 3-ethyl-
107
5000
77 122 10.00 10.20 10.40 10.60
39 m/z 77.00 36.15%
51 94
0 .w.%?.“.%?,”.ﬂl.”.iW..qaﬁ?.,”.l‘.?ﬁ,hl“,u.il...qhu..“...,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
107
10.00 10.20 10.40 10.60
5000 m/z 91.05 10.56%
122
39

51 77
27 58 65 91 g9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9907: Phenol, 2-ethyl-

107 10.00 10.20 10.40 10.60
m/z 39.05 10.33%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60

8270-BG061520.M Mon Jun 22 01:16:30 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Phenol, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.27 246.99 ng 4332640 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 91
2 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 91
3 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 91
4 Benzenemethanol. 4-methvl- 122 C8H100 000589-18-4 90
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 90
Abundance Scan 1223 (10.273 min): BG045814.D (-1220) (-) m/z 122.05 100.00%
107 1%2
5000
7y
39 51 65 10.00 10.20 10.40 10.60
Ol rrerprrrrprreprre il el ot Sl L 136 148 o767 05 83.574%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9929: Phenol, 2,4-dimethyl-
107 122
5000
10.00 10.20 10.40 10.60
77 m/z 121.05 59.71%
27 39 65 | ot
O”I”%ﬁ”mI””“”””m”lhml”dl””ﬂ“”I”Jl”“lh”l””l””l”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
122
107
10.00 10.20 10.40 10.60
5000 m/z 77.05 38.90%
77
27 39 s e 91 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9928: Phenol, 3,5-dimethyl-
122 10.00 10.20 10.40 10.60
m/z 79.05 32 .55%
107
5000
77
27 % 81 e || g |
Ol T T T T T T S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60

8270-BG061520.M Mon Jun 22 01:16:32 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Phenol, 2,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.41 56.00 ng 982290 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 95
2 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 95
3 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 94
4 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 94
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 91

Abundance Scan 1246 (10.408 min): BG045814.D (-1241) (-) m/z 107.05 100.00%

7

122
5000

39 651 10.00 10.20 10.40 10.60 10.80

134 148 162

0! m/z 122.05 61.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9929: Phenol, 2,4-dimethyl-
107 122
5000
10.00 10.20 10.40 10.60 10.80
77 m/z 77.05 35.23%
,7 39 51 g5 ‘ 91
0”“}ﬁ”M“”M””ﬂM4AL“”ﬂ”“LL.Mﬁ“”qﬂ”“”q“”“”q“““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
107 122
10.00 10.20 10.40 10.60 10.80
5000 m/z 121.05 26.07%
7
39 51 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9933: Phenol, 3,5-dimethyl-
107 122 10.00 10.20 10.40 10.60 10.80
m/z 91.05 25.52%
5000
7
39 51 ‘ o
65
15 27 ‘\ \M\ AN \‘ ‘m L1 ‘
T PR e e T e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Phenol, 3,4-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.64 76.65 ng 1344640 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 97
2 Phenol. 3-ethvl- 122 C8H100 000620-17-7 91
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 87
4 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 87
5 Phenol, 4-ethyl- 122 C8H100 000123-07-9 80
Abundance Scan 1286 (10.643 min): BGO45814.(|I)D (-1280) (-) m/z 107.05 100.00%
107
122
5000
7T g
39 51 65 10.40 10.60 10.80 11.00
0 ..,....,....,....',....,':'...,.l.'..,....l',....,|.:.?,9.'“.!,....- 131 146 m/z 122.00 60.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9935: Phenol, 3,4-dimethyl-
107
122
5000 e s
10.40 10.60 10.80 11.00
g m/z 121.05 35.53%
39
'w'%?'v'??v"JP"'w"'vés'v'Jlv"'ﬂ"'v"lv"'v“'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107
10.40 10.60 10.80 11.00
5000 122 m/z 77.00 28.16%
77
o 15 27 39 51 65 86 94
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9907: Phenol, 2-ethyl-
10.40 10.60 10.80 11.00
m/z 91.05 22 .10%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Phenol, 4-(1-methylethyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.12 50.55 ng 886700 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvlethvl)- 136 C9H120 000099-89-8 96
2 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 94
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 91
4 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 90
5 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 83
Abundance Scan 1367 (11.118 min): BG045814.D (-1360) (-) m/z 121.05 100.00%
121
5000
77 o1 136
65 103 10.80 11.00 11.20 11.40
o P | || R T . 180 13600  32.199
R A A B m/z 136.00 32.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16444: Phenol, 4-(1-methylethyl)-
121
5000
136 10.80 11.00 11.20 11.40
79 s m/z 91.05 27.68%
,7 39 51 65 ‘ ‘
O||1|5||‘|||‘|‘||“|“||‘|“|||‘|||=“||‘|‘|||‘|‘||||‘||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
121
10.80 11.00 11.20 11.40
5000 m/z 77.05 26 .66%
77 91 136
39 5 65 103
L L L L S L UL UL LI W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16451: Phenol, 2-(1-methylethyl)-
121 10.80 11.00 11.20 11.40
m/z 103.05 18.05%
5000
77 91 103 136
39 51 65 ‘ || ‘
0:::::::‘::‘:‘: T SR 'R PR NP | E— e —
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Benzeneacetic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.41 84.79 ng 1487350 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 83
2 Arsine.dimethvlphenvl- 182 C8H1l1As 000696-26-4 37
3 Benzene. (2-methoxvethvl)- 136 C9H120 003558-60-9 27
4 Benzoic acid. 4-methvyl- 136 C8H802 000099-94-5 27
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 27
Abundance Scan 1417 (11.412 min): BG045814.D (-1406) (-) m/z 91.05 100.00%
Ji
5000 167
107
39 5 77 | 11,00 11.20 11,40 11.60 11.80
ol b 22l M8 Ll Tm/z 166.85  49.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16277: Benzeneacetic acid
g1
5000 LN SR B B
136 11.00 11.20 11.40 11.60 11.80
65 m/z 106.85 32.84Y%
o o7 3851 | 7w | o718
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91 167
182
11.00 11.20 11.40 11.60 11.80
5000 m/z 136.00 25.26%
151
51
18 27 39 65 77 | 100 133125 139
miz-> 20 40 60 80 100 120 140 160 180
Abundance #16447: Benzene, (2-methoxyethyl)-
g1 11.00 11.20 11.40 11.60 11.80
m/z 181.85 20.93%
5000 45 136
65
77 104
ol el bl gl 22 02 N 1 VO
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045814.D

Aca On 19 Jun 2020 14:05

Operator : CG/JU

ﬁ?ggle i L3033-04 LFO01MW001-200615
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Phenol, 2-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.61 222.02 ng 3894630 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 76
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 70
3 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 64
4 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 62
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 62
Abundance Scan 1451 (11.612 min): BG045814.D (-1442) (-) m/z 121.05 100.00%
121 [
136
5000 107
7 o
39 51 65 | 9 | 148 11.20 11.40 11.60 11.80 12.00
Obrrrrrrrrrr et e et bl et et e m/z 136.05 54.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16433: Phenol, 2-ethyl-4-methyl-
121
5000 136
11.20 11.40 11.60 11.80 12.00
- m/z 107.00 44 52%
Jo1s 27 3 s e T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 |
Abundance
121
136 11.20 11.40 11.60 11.80 12.00
5000 m/z 77.05 32.04%
15 27 39 51 65 7% a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16413: Phenol, 2,4,6-trimethyl-
121 11.20 11.40 11.60 11.80 12.00
m/z 91.05 27 .51%
136
5000
91
77
27 39 51 65 ‘ 103
0'w}ﬂWHJ““”w““mm'WLH'“MH'wm“l”“v””J“'v“H'HWH'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061920\
Data File : BG045814.D
Acq On : 19 Jun 2020 14:05 Instrument :
Operator : CG/JU (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
a?ch:le : L3033-04 LFO01MWO001-200615
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._M
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]
2-Hexanone 3.72 1562.4 ng 23689200 1 7.92 303234 20.0
Disulfide, dimethyl 3.83 43.8 ng 663619 1 7.92 303234 20.0
2-Pentanol, 4-met... 3.93 114.3 ng 1733630 1 7.92 303234 20.0
Thiirane 5.03 99.0 ng 1500450 1 7.92 303234 20.0
Benzene, 1,3-dime... 5.93 191.7 ng 2906400 1 7.92 303234 20.0
Butanoic acid, 2-... 6.62 109.7 ng 1663810 1 7.92 303234 20.0
Benzene, l-ethyl-_.. 7.01 59.5 ng 901415 1 7.92 303234 20.0
Benzene, 1,2,3-tr... 7.57 184.2 ng 2791980 1 7.92 303234 20.0
Benzene, 1,2,4-tr... 8.03 127.7 ng 1936150 1 7.92 303234 20.0
Benzene, l-ethyl-_.. 10.13 46.6 ng 817262 2 10.72 350832 20.0
Phenol, 3-ethyl- 10.24 396.6 ng 6956670 2 10.72 350832 20.0
Phenol, 2,3-dimet... 10.27 247.0 ng 4332640 2 10.72 350832 20.0
Phenol, 2,4-dimet... 10.41 56.0 ng 982290 2 10.72 350832 20.0
Phenol, 3,4-dimet... 10.64 76.7 ng 1344640 2 10.72 350832 20.0
Phenol, 4-(1-meth... 11.12 50.5 ng 886700 2 10.72 350832 20.0
Benzeneacetic acid 11.41 84.8 ng 1487350 2 10.72 350832 20.0

2

Phenol, 2-ethyl-4._.. 11.61 222.0 ng 3894630 10.72 350832 20.0
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