LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111883.D

Aca On 7 Jan 2019 18:20 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1053-10 UGl
Misc : COMP-4-DRUM
ALS Vial : 7 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 F\METHODS\8270-BF010719.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 2.181 11 16 23 rvVB 415572 544032 13.16% 0.818%
2 3.793 280 290 296 rBV 75247 129053 3.12% 0.194%
3 3.981 318 322 324 rBV 80384 98042 2.37% 0.147%
4 4.010 324 327 338 rVB 112388 150462 3.64% 0.226%
5 4.822 463 465 467 rVB 252344 177274 4_.29% 0.267%
6 5.040 498 502 507 rBV 196162 210307 5.09% 0.316%
7 5.104 510 513 518 rVV2 116632 155081 3.75% 0.233%
8 5.240 522 536 537 rvv2 62090 168257 4_.07% 0.253%
9 5.345 543 554 557 rBV2 61353 122008 2.95% 0.183%
10 5.481 570 577 581 rBV2 264355 373055 9.02% 0.561%

11 5.522 581 584 591 rvv 1802103 1762545 42.63% 2.651%
12 5.645 595 605 609 rBv2 53330 125302 3.03% 0.188%
13 5.716 614 617 620 rBvV 205050 196152 4.74% 0.295%
14 5.845 635 639 643 rBvV 207339 205405 4.97% 0.309%
15 6.051 667 674 680 rBv2 325178 529050 12.80% 0.796%

16 6.187 683 697 703 rBV6 45116 128922 3.12% 0.194%
17 6.487 746 748 751 rvv2 73629 97108 2.35% 0.146%
18 6.528 751 755 760 rvv2 1430212 1882758 45.54% 2.831%
19 6.610 760 769 770 rvv2 429911 1097641 26.55% 1.651%
20 6.663 774 778 783 rVvVV 3580962 3966214 95.94% 5.965%

21 6.704 783 785 793 rvv2 233135 315988 7.64% 0.475%
22 6.775 793 797 801 rvB2 67202 82720 2.00% 0.124%
23 6.887 812 816 822 rBV 1159211 1017274 24.61% 1.530%
24 6.957 824 828 830 rvV 1506856 1471159 35.59% 2.212%
25 6.998 833 835 837 rvv 78008 68107 1.65% 0.102%

26 7.045 837 843 847 rVB2 3456513 3609061 87.30% 5.427%
27 7.145 855 860 866 rvB 590444 516012 12.48% 0.776%
28 7.210 867 871 874 rBvV2 49982 69554 1.68% 0.105%
29 7.304 882 887 890 rBV 2223747 2246661 54.34% 3.379%
30 7.416 898 906 907 rBV2 91265 110941 2.68% 0.167%

31 7.445 907 911 917 rVB 2405522 2466815 59.67% 3.710%
32 7.604 923 938 940 rBV 394276 872622 21.11% 1.312%
33 7.628 940 942 944 rvV 94508 86687 2.10% 0.130%
34 7.657 944 947 950 rvB2 76867 71621 1.73% 0.108%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111883.D

Aca On 7 Jan 2019 18:20 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1053-10 UGl
Misc : COMP-4-DRUM
ALS Vial : 7 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.739 958 961 964 rBvV 305135 269282 6.51% 0.405%

36 7.769 964 966 971 rVB3 60273 68148 1.65% 0.102%
37 7.828 972 976 981 rBV 1649824 2162124 52.30% 3.252%
38 7.945 987 996 998 rBV2 1760541 3318351 80.27% 4._.990%
39 7.963 998 999 1006 rVvB 2122319 1353602 32.74% 2.036%
40 8.022 1006 1009 1016 rVB 307754 308395 7.46% 0.464%

41 8.086 1016 1020 1023 rBV 245524 245648 5.94% 0.369%
42 8.128 1023 1027 1031 rVB 1044430 954793 23.10% 1.436%
43 8.169 1031 1034 1037 rBV 1244310 1128959 27.31% 1.698%
44 8.192 1037 1038 1041 rVB 327677 182076 4._.40% 0.274%
45 8.257 1046 1049 1052 rVB 298680 234805 5.68% 0.353%

46 8.292 1052 1055 1058 rBv2 197172 182743 4.42% 0.275%
47 8.328 1058 1061 1065 rVB 966987 800089 19.35% 1.203%
48 8.363 1065 1067 1070 rBV 283572 280133 6.78% 0.421%
49 8.404 1070 1074 1076 rBvV 873803 733597 17.74% 1.103%
50 8.434 1076 1079 1083 rVB 504082 371376 8.98% 0.558%

51 8.481 1085 1087 1091 rBv2 107090 139355 3.37% 0.210%
52 8.528 1091 1095 1098 rBV 3646550 3298386 79.78% 4._.960%
53 8.610 1105 1109 1110 rBV 368905 345074 8.35% 0.519%
54 8.628 1110 1112 1114 rVV 372005 326724 7.90% 0.491%
55 8.645 1114 1115 1119 rVB 390670 287697 6.96% 0.433%

56 8.704 1119 1125 1128 rVB3 160110 260361 6.30% 0.392%
57 8.745 1128 1132 1134 rBV 368341 302635 7.32% 0.455%
58 8.816 1141 1144 1146 rBV3 171539 207929 5.03% 0.313%
59 8.851 1148 1150 1154 rVB 348127 317959 7.69% 0.478%
60 8.928 1160 1163 1168 rVB2 1265205 1287305 31.14% 1.936%

61 8.975 1168 1171 1175 rVB2 187796 205143 4._.96% 0.309%
62 9.028 1175 1180 1181 rBV2 409949 387801 9.38% 0.583%
63 9.063 1181 1186 1189 rVB2 1682082 1840388 44.52% 2.768%
64 9.116 1192 1195 1198 rVB2 529612 504020 12.19% 0.758%
65 9.157 1198 1202 1205 rVB2 343456 424236 10.26% 0.638%

66 9.198 1206 1209 1212 rBV 436179 338917 8.20% 0.510%
67 9.245 1212 1217 1220 rBV 4418459 4134175 100.00% 6.217%
68 9.304 1223 1227 1228 rBV 274582 264235 6.39% 0.397%
69 9.328 1228 1231 1235 rVB 767564 608500 14.72% 0.915%
70 9.398 1240 1243 1248 rVB2 197267 211047 5.10% 0.317%

71 9.445 1248 1251 1255 rBv4 94461 107596 2.60% 0.162%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111883.D

Aca On 7 Jan 2019 18:20 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1053-10 UGl
Misc : COMP-4-DRUM
ALS Vial : 7 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 9.492 1255 1259 1262 rBV2 478404 561504 13.58% 0.844%
73 9.522 1262 1264 1266 rVVv2 224391 182026 4._.40% 0.274%
74 9.557 1266 1270 1272 rVB2 242526 265765 6.43% 0.400%
75 9.586 1272 1275 1279 rBv2 187114 223017 5.39% 0.335%

76 9.633 1279 1283 1285 rVVv2 58248 74117 1.79% 0.111%
77 9.663 1285 1288 1291 rVB3 433586 367678 8.89% 0.553%
78 9.692 1291 1293 1296 rBV 265951 239680 5.80% 0.360%
79 9.745 1299 1302 1305 rVB 298185 271973 6.58% 0.409%
80 9.786 1306 1309 1312 rVB2 148537 141498 3.42% 0.213%

81 9.828 1312 1316 1318 rBV5 68482 102454 2.48% 0.154%
82 9.892 1324 1327 1329 rBV 133685 140913 3.41% 0.212%
83 9.928 1329 1333 1336 rVV 1439386 1289196 31.18% 1.939%
84 9.980 1336 1342 1346 rVB4 88895 123060 2.98% 0.185%
85 10.063 1353 1356 1359 rBV2 157328 199197 4.82% 0.300%

86 10.457 1420 1423 1429 rVB5 105310 129914 3.14% 0.195%
87 10.580 1441 1444 1447 rBV 196688 167216 4._.04% 0.251%
88 10.716 1463 1467 1471 rBV 2724924 2427498 58.72% 3.651%

89 11.033 1519 1521 1526 rVB 63286 68381 1.65% 0.103%
90 11.151 1539 1541 1545 rVB 85642 72563 1.76% 0.109%
91 11.198 1546 1549 1554 rVB 98883 85658 2.07% 0.129%
92 11.410 1582 1585 1590 rVB 1185422 1014246 24.53% 1.525%
93 11.933 1671 1674 1676 rBV2 88028 79731 1.93% 0.120%
94 12.063 1693 1696 1700 rBV 126637 115537 2.79% 0.174%
95 12.674 1797 1800 1803 rBV 90535 71666 1.73% 0.108%

96 12.998 1850 1855 1858 rBV 2660084 2516593 60.87% 3.785%
97 13.886 2004 2006 2013 rVB6 60724 69253 1.68% 0.104%
98 14.051 2030 2034 2039 rVB 923166 815660 19.73% 1.227%
99 14.863 2168 2172 2176 rVB 212119 207786 5.03% 0.312%
100 15.533 2281 2286 2293 rVB 738229 954690 23.09% 1.436%

Sum of corrected areas: 66495964
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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: BF111883.D

4000000

6.66 705
3000000
7.45
7.30
2000000 5.52
6.53
1000000
2.18 6
4.82 6.05
NA 3.70 AgY. )HJ,/175%@E% s%ﬁ%/xmg 6.
L B s e T B e L A KA A S . etk
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.50
Abundance TIC: BF111883.D
9|25
4000000 853
3000000 10.72 13.00

2000000

1000000

11.031180

olk

Time--> 10 00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111883.D

4000000

3000000

2000000

14.05
1000000 15.53
13.89 14.86
oL L e I e e e e e LA e e e e L AL A e B e L e e e L B e e e e

Time--> 13 50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

2.18 10.70 ng 544032 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 16 (2.181 min): BF111883.D (-11) (-) m/z 73.05 100.00%

73.0

E P—

5000 43.0
55.0 87.0
R e EA s S RARE N Raan)
| 2.20 2.30 2.40 2.50 2.60
Ot el s e e e e e e || M7z 43.05 45 77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B L BB LR
43.0 2.20 2.30 2.40 2.50 2.60
~ 5850 87.0 m/z 55.05 30.21%
29.0
w.nwp.nﬂhhw.”.“.”,d.w.”.“.”,”.w.”.“.”,”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P T R T
2.20 2.30 2.40 2.50 2.60
5000 410 550 m/z 87.05 26.36%
29.0 H
1L L Ly \ ‘ _ 970 1120 _ 1209.0
.“.”,.”.“.”,”..,.”,”.w..”,”.w.”.,”.w.”.“.”
m/z--> 20 40 50 60 70 8 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 14.18%
5000 43.0
58.0
29.0 87.0
RERRRS | | | I | | I I T I
LIS L e e _l'l_l-l_l_l_l_l—rl_l_l_l-r"l_l_l—l_l_l_l_l—rl_m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexylene glycol Concentration Rank 11

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

6.05 10.40 ng 529050 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 83
2 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 53
3 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 47
4 dl-Ervthro-0-methvlthreonine 133 C5H11NO3 1000214-70-7 45
5 N,N-Dimethylformamide-di-t-butyl... 203 C11H25NO2 036805-97-7 45

Abundance Scan 674 (6.051 min): BF111883.D (-667) (-) m/z 59.10 100.00%
59.1
43.0
5000
85.1 580 6.00 6.20 6.40
103.1
...,....,....,....',|.|:|..5,1-.0.-.||:i'..??-,"....,..'..,....,.'...,. m/z 42.95  72.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8814: Hexylene glycol
5d.0
43.0
5000
5.80 6.00 6.20 6.40
a10 ‘ ‘ 650 m/z 56.10 26.57%
L o 1 ) P SO GO O
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3499: Propanenitrile, 3-ethoxy-
31.0
54.0 5.80 6.00 6.20 6.40
5000 m/z 41.05 22.27%
15.0 45.0
e gl ] o0 9 eso
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3910: Oxetane, 2,2,4—trimethy|— L L L L B
59.0 5.80 6.00 6.20 6.40
43.0 m/z 45.05 19.97%
5000
31.0 85.0
"'I""I"""I"'"‘k"l"'I""‘ai""l""l""l'"]-'OiO.'O"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexanoic acid Concentration Rank 6

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

6.61 21.58 ng 1097640 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Pentanoic acid 102 C5H1002 000109-52-4 78
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 40

Abundance Scan 769 (6.610 min): BF111883.D (-760) (-) m/z 60.00 100.00%
60.0
5000 41.0 73.0
87.0 620 640 6.60 6.80 7.00
..,....,....,....|,!‘.|.?,1;°.|!|. NP NI S (N m/z 73.00  46.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8071: Hexanoic acid
60.0
5000 73.0
41.0 6.20 6.40 6.60 6.80 7.000
270 ‘ 87.0 m/z 41.05 40.60%
T O -1 N AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4246: Pentanoic acid
60.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.10 28.51%
73.0
. 41.0
150 . ililsiol o870 010
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #21817: Propanedioic acid, propyl-
44.0 60.0 6.20 6.40 6.60 6.80 7.00
m/z 57.10 21.61%
5000 73.0
29.0
"I”"P"'P"'P"P"'"'W"'W'?EQ"”I"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4 unknown6.66 Concentration Rank 1

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

6.66 77.98 ng 3966210 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 777 (6.657 min): BF111883.D (-774) (-) m/z 132.00 100.00%
132.0

5000 68.0
401 540 ‘ %.1 " 640 6.60 680 7.00
.w“.w”.w”.ﬂm.“!Lw:hi.hnﬁﬁqpn.gh.ﬁﬁﬂ.”.,h.“. m/z 68.05 44_46%

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

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 R R
6.40 6.60 6.80 7.00

33.0 44.0 00 105.0 m/z 134.00 32.02%
56.0,, |' | 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-

132.0

117.0 e T
6.40 6.60 6.80 7.00

5000 m/z 66.10 30.63%

91.0
39.0 51.0 650 77.0 1%0‘
15.0 27.0 L. I L ‘ \ | "

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

Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R L R AR N

132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.43%
5000
104.0
39.0 51.0 65.0 780
S s I N/ 2T [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4-Heptanol, 2,6-dimethyl- Concentration Rank 18

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

6.70 6.21 ng 315988 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 83
2 Pentanoic acid. 2-hvdroxv-4-meth... 146 C7H1403 040348-72-9 78
3 1-Octvn-4-ol 126 C8H140 052517-92-7 59
4 5-Nonanol 144 C9H200 000623-93-8 59
5 Ethyl dl-2-hydroxycaproate 160 C8H1603 006946-90-3 59

Abundance Scan 784 (6.698 min): BF111883.D (-783) (-) m/z 69.05 100.00%
69.0
43.0
5000 871
57.1 6.40 6.60 6.80 7.00
..,....,....,....',:!‘..,.-.'!':-,....:...'.,...:,....1,0.3.'9.,....,....,....,....,. m/z 43.00 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21145: 4-Heptanol, 2,6-dimethyl-
69.0
5000 87.0
43.0 6.40 6.60 6.80 7.00
m/z 87.10 38.89%
23.0 ,,‘ 5.0 98.0 111.0 126.0 143.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #22003: Pentanoic acid, 2-hydroxy-4-methyl-, methy! ester
43.0 69.0
87.0 6.40 6.60 6.80 7.00
5000 m/z 45.00 37.63%
29.0 57.0
..,%.5‘:(.),...‘.‘,‘.‘...‘,ll..,.‘.‘.‘:‘,‘....N....,..‘::‘l...121.'.0..1,1.%'.0.,.1.2.7.',0....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11311: 1-Octyn-4-ol
41.0 69.0 6.40 6.60 6.80 7.00
m/z 41.10 34 _.47%
5000 87.0
29.0
s
"I”"P'j“t'”llﬁ'l““hP"d"“\'”'I”"P%ng'”l%gg?'”'l”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF010719.M Tue Jan 08 07:45:02 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 6 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.96 28.92 ng 1471160 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50

Abundance Scan 828 (6.957 min): BF111883.D (-824) (-) m/z 57.10 100.00%
57.1
5000 11
70.0
‘ | 87'0 98.1 1151 6.60 6.80 7.00 7.20
ol e e e m/z 41.10 38.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 6.60 6.80 7.00 7.20
29.0 70.0 83.0 m/z 43.05 33.19%
150 || %8020
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #50341: 1- Isobutoxy—Z—eththexane
57.0
42.0 6.60 6.80 7.00 7.20
5000 m/z 55.10 27 .24%
29.0
71.0
\‘ ‘ | 80 980 1120 1280 1430
miz--> 20 e'o g0 100 130 o 1o |
Abundance #72872: Heptane, 1,1'-oxybis-
57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.92%
5000
43.0 70.0
29.0 ‘ ‘ 98.0
as0 [ W L) 80 Tj 7o 1350us0 1710
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF010719.M Tue Jan 08 07:45:02 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 7 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

7.60 15.46 ng 872622 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 59
3 1.4-Dioxane 88 C4H802 000123-91-1 43
4 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 40
5 Iminodiacetic acid 133 C4H7NO4 000142-73-4 38

Abundance Scan 937 (7.598 min): BF111883.D (-923) (-) m/z 73.00 100.00%
73.0
5000 41.0
101.1
7.20 7.40 7.60 7.80 8.00
-:l.'..,|.|[1.2.9'1. || m/z 88.10  83.29%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
84.0
5000
57.0 7.20 7.40 7.60 7.80 8.00
29.0 116.0 m/z 41.05 45_87%
"u J“! “'J'"'}qﬂo"' L DU DU S B
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
430 88.0
720 740 7.60 7.80 8.00
5000 m/z 57.05 38.39%
n \‘\ ‘ ;l \‘115.0142.0 173.0 214.0242.0272.0 313.0 355.0
m/z--> 50 100 150 200 250 300 350
Abundance #2011: 1,4-Dioxane
28.0 7.20 7.40 7.60 7.80 8.00
m/z 55.10 29.03%
5000
sgo 880
'“""I"' L UL UL UL S B I AR RN AR SRR
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

8270-BF010719.M Tue Jan 08 07:45:03 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phenol, 4-(1-methylethyl)- Concentration Rank 8

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

8.33 14.17 ng 800089 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvlethvl)- 136 C9H120 000099-89-8 94
2 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 93
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
4 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 90
5 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 87

Abundance Scan 1061 (8.328 min): BF111883.D (-1058) (-) m/z 121.05 100.00%
124.1
5000
136.1
77.0 911
39.1 510 65.0 103.1 150.0 8.00 8.20 8.40 8.60
SV Pt ¥ WY USRS PSSO PR PSSO BN e <108 m/z 136.05 35.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16450: Phenol, 4-(1-methylethyl)-
121.0
5000
136.0 8.00 8.20 8.40 8.60

770 50 50 840 850
91.0 103,
15.0 27.0 330 510 680 103.0

L. L | ! s n
T e e e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16449: Phenol, 3-(1-methylethyl)-
1

21.0

8.00 8.20 8.40 8.60
5000 m/z 77.05  20.74%
39.0 77.0 136.0

‘ 510 650 ‘ 91.0 103.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #16439: Phenol, 2-ethyl-5-methyl-
121.0 8.00 8.20 8.40 8.60
m/z 103.05 10.13%
5000 136.0
77.0 89.0
39‘-0 510 65.0 | 1070 |
! L Al ! il A
T T T T T e T e T e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60

8270-BF010719.M Tue Jan 08 07:45:03 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phenol, 4-ethyl-3-methyl- Concentration Rank 9

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

8.40 13.00 ng 733597 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 91
2 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 91
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 91
4 Benzene. l-ethvl-4-methoxv- 136 C9H120 001515-95-3 87
5 1,3-Cyclohexadiene, 1,5,5,6-tetr... 136 C10H16 000514-94-3 86

Abundance Scan 1073 (8.398 min): BF111883.D (-1070) (- m/z 121.05 100.00%
121.1
5000
136.1
390 510 650 77|-° 91|.o 1071 800 820 840 860 8.80
e e e e || M/Z 136.05 26 96%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16430: Phenol, 4-ethyl-3-methyl-
121.0
5000
136.0 8.00 8.20 840 860 8.80
770 910 ' m/z 91.05 14_.17%
39.0 : :
o0 €0 | | 103.0 |
mz-> 10 20 30 Jo 50 60 70 80 90 100 110 120 130 140
Abundance #16432: Phenol, 2-ethyl-5-methyl-
121.0
8.00 8.20 840 860 8.80
5000 m/z 77.05 13.54%
136.0
39.0 77.0 910
270 >0 630 107.0 | ‘
mz> 10 % 3 40 5 65 7 8 % 100 110 130 130 140
Abundance #16445: Phenol, 2-(1-methylethyl)-
121.0 8.00 8.20 8.40 860 8.80
m/z 122.10 8.95%
5000 136.0
770 103.0
270 390 510 650 | %? ‘
mz> 10 20 3 40 50 60 70 80 90 100 110 120 130 140 | | 800 620 840 860 680

8270-BF010719.M Tue Jan 08 07:45:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phenol, 2-ethyl-4-methyl- Concentration Rank 17

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

8.43 6.58 ng 371376 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 91
2 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 91
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
4 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
5 2-Methylbicyclo[4.3.0]non-1(6)-ene 136 C10H16 060223-07-6 86

Abundance Scan 1078 (8.428 min): BF111883.D (-1076) (- m/z 121.10 100.00%
1201
5000 136.1
770 911
39.0 51.0 5.0 107.0 8.00 820 8.40 8.60 8.80

m/z 136.10 37.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16433: Phenol, 2-ethyl-4-methyl-

121.0

5000 136.0

8.00 8.20 8.40 8.60 8.80
m/z 91.10 26.26%

77.0 91.0
15,0 27.0 39.0 510 65.0 107.0

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

Abundance #16429: Phenol, 2-ethyl-6-methyl-
121.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 77.00 21.79%
770 910 136.0
390 51.0
- 650 ‘ ‘ 107.0
S S Y IS U PR oA | NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16439: Phenol, 2-ethyl-5-methyl-
121.0 8.00 8.20 8.40 8.60 8.80
m/z 107 .00 10.53%
5000
136.0
77.0 89.0
39.0
epreregrereprresherierrtoegreierer e e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80

8270-BF010719.M Tue Jan 08 07:45:05 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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, l-ethyl-4-methoxy- Concentration Rank 2

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

8.53 58.43 ng 3298390 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-methoxv- 136 C9H120 001515-95-3 53
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 53
3 Phenol. 3-(l1-methvlethvl)- 136 C9H120 000618-45-1 49
4 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 46

5 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C10H16 004045-44-7 46

Abundance Scan 1095 (8.528 min): BF111883.D (-1091) (- m/z 121.05 100.00%
107.1 121.1
136.1
5000
77.0
91.0
391 510 650 8.20 8.40 8.60 8.80
Olrprrrrprreprre e et el e bbb | m/z 107.10  83.81%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16470: Benzene, 1-ethyl-4-methoxy-
121.0
5000
136.0 8.20 840 8.60 8.80
m/z 136.10 63.07%
150 27.0 390 5.0 650 10 90 4050 .
s o o S HLA L RIS,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #16437: Phenol, 3-ethyl-5-methyl-
121.0
136.0 8.20 8.40 8.60 8.80
5000 m/z 77.05 33.91%
77.0 91.0
150 27.0 390 510 650 ' o toro ) |
1] 11
B AL B R L o e L e L SRR Ry )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16443: Phenol, 3-(1-methylethyl)-
121.0 8.20 8.40 8.60 8.80
m/z 108.10 27.13%
77.0 910 103.0
L R am s n
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80

8270-BF010719.M Tue Jan 08 07:45:05 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2,4-Dimethylanisole Concentration Rank 19

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

8.61 6.11 ng 345074 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvlanisole 136 C9H120 006738-23-4 87
2 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 81
3 Ethanone. 1-(2-hvdroxvphenvIl)- 136 C8H802 000118-93-4 76
4 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 74
5 Benzene, 2-methoxy-1,3-dimethyl- 136 C9H120 001004-66-6 74

Abundance Scan 1109 (8.610 min): BF111883.D (-1105) (- m/z 121.05 100.00%
121.1 136.1
91.1
5000
39.0 65.0
| 51.0 77|'0 106.0 820 8.40 8.60 8.80 9.00
reprrrrrrerr el el ML Tz 136,10 94.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16388: 2,4-Dimethylanisole
121.0 136.0
91.0
5000 77.0
8.20 8.40 8.60 8.80 9.00
150 57 370 51.0 650 105.0 m/z 91.10 69.45%
“l”“v'“w“’w“Jm'wmhl“JW'WJL'Hmw'HWH'W“'|““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16420: Phenol, 2,3,5-trimethyl-
121.0 136.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 119.00 29.11%
91.0
27.0 39‘-0 51.0 65.0 77‘-0 | 1050 | ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16336: Ethanone, 1-(2-hydroxyphenyl)-
121.0 8.20 8.40 8.60 8.80 9.00
m/z 135.05 24 .81%
5000 136.0
43.0 65.0 93.0
150 27.0 ‘ ‘ 540 | 77.0 ‘ 107.0 |, ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80 9.00

8270-BF010719.M Tue Jan 08 07:45:06 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phenol, 2,3,5-trimethyl- Concentration Rank 20

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

8.63 5.79 ng 326724 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 91
2 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 91
3 Phenol. 4-(1-methvlethvI)- 136 C9H120 000099-89-8 83
4 Phenol. 2-(1l-methvlethvl)- 136 C9H120 000088-69-7 83
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 80

Abundance Scan 1112 (8.628 min): BF111883.D (-1110) (-) m/z 121.10 100.00%
12f.1
5000 136.1
39.0 51.0 g5 77|'0 93.0 1071 |, 1501 8.20 8.40 860 880 9.00
0'WH“V“'V“ﬂ““N*“vJ“VHﬁ““Hl“vM“P“HL'WH*V'“ﬁ“w m/z 136.10 44.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16412: Phenol, 2,3,5-trimethyl-
121.0 136.0
5000
8.20 8.40 8.60 8.80 9.00
91.0 0
39.0 77.0 m/z 135.10 15.77%
27.0 51.0 65.0
T T T "'JJ'“"ilﬂ”"l'"hh |"J‘|"" JJ"}f¥%¥3|"“' AR AR LA SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16413: Phenol, 2,4,6-trimethyl-
121.0
136.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 77.00 14 .34%
91.0
39.0 77.0
27.0 51.0 65.0
"ﬁ+9|'“uﬁ'“‘N“"MM”W'J“|"L“'“'|m'}ﬁ%2|'““lt"v'ml'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16450: Phenol, 4-(1-methylethyl)-
121.0 8.20 8.40 8.60 8.80 9.00
m/z 93.05 10.47%
5000
136.0
77.0
39.0 91.0 103.0
150 270 *7° 510 650 b 1.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Isophthalaldehyde Concentration Rank 5

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

8.93 22.81 ng 1287310 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalaldehvde 134 C8H602 000626-19-7 64
2 Benzaldehvde. 2.5-dimethvl- 134 C9H100 005779-94-2 58
3 Benzaldehvde. 2.4-dimethvl- 134 C9H100 015764-16-6 53
4 Benzaldehvde. 4-ethvl- 134 C9H100 004748-78-1 52
5 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 52

Abundance Scan 1163 (8.928 min): BF111883.D (-1160) (-) m/z 133.10 100.00%
135.1
5000 117.1
51.0 L
8.60 8.80 9.00 9.20
38 104.1
Ll 1831 101 h77134.10 91 44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15253: Isophthalaldehyde
134.0
105.0 N
5000 USRS SRS N SRR
o 8.60 8.80 9.00 9.20
s.0 ¢ m/z 117.10 41.22%
"'|?%9'|'JL'?+Q'J|""|'“"|""|""|""|
m/z--> 20 40 60 80 100 120 140 160
Abundance #15321: Benzaldehyde, 2,5—dimethy!—
105.0 138.0
8.60 8.80 9.00 9.20
5000 m/z 105.10 27 .89%
77.0 910
270 51.0 { ‘
PN B ST
m/z--> 20 40 60 80 100 120 140 160
Abundance #15311: Benzaldehyde, 2,4-dimethyl-
105.0 138.0 8.60 8.80 9.00 9.20
' m/z 77.05 25.07%
5000
s 91.0
39.0 .
63.0
— .|2.6".0. "I : .“l‘. |“"' el .“. : I‘HI .1?-9|'(.). .‘. A ERaman
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4-Hydroxy-3-methylacetophenone Concentration Rank 15

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

9.03 6.87 ng 387801 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 60
2 Phenol. 2-(l1l-methvlipropvl)- 150 C10H140 000089-72-5 53
3 Phenol. 4-(l1l-methvipropvl)- 150 C10H140 000099-71-8 52
4 Phenol. 3.5-diethvl- 150 C10H140 001197-34-8 50
5 Benzene, 2-methoxy-1,3,5-trimethyl- 150 C10H140 004028-66-4 50

Abundance Scan 1180 (9.028 min): BF111883.D (-1175) (-) m/z 135.05 100.00%
1356.
121.1

150.1
5000

91.1
77.1

8.60 8.80 9.00 9.20 9.40
m/z 121.05 74 .63%

39.0 51.1 65.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #24472: 4-Hydroxy-3-methylacetophenone
135.0
5000
770 150.0 8.60 8.80 9.00 9.20 9.40
' 107.0 m/z 150.10 65.47%
150 270 M9 630 9.0 | 1210 ,
T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23738: Phenol, 2-(1-methylpropyl)-
121.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 91.10 29.42%
150.0
77.0 91.0103.0
150270 390510 650 | | || | 1350 |
T T T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23745: Phenol, 4-(1-methylpropyl)-
121.0 8.60 8.80 9.00 9.20 9.40
m/z 77.10 20.21%
5000
150.0
77.0 . 107.0 135.0
27.0 300 510 650 10 %7 PP | RO
T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 4

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

9.06 28.55 ng 1840390 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-o0l. 2.3-dihvdro- 134 C9H100 001470-94-6 93
2 Benzaldehvde. 2.4-dimethvl- 134 C9H100 015764-16-6 80
3 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 64
4 1H-Indol-5-0l 133 C8H7NO 001953-54-4 59
5 Isophthalaldehyde 134 C8H602 000626-19-7 52

Abundance Scan 1186 (9.063 min): BF111883.D (-1181) (-) m/z 133.10 100.00%
138.1
5000
105.1
51.0 77.0
91.1 8.80 9.00 9.20 9.40
38,0 64,0 9.1 146.9160.1 m/z 13405 64_02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15313: 1H-Inden-5-ol, 2,3-dihydro-
138.0
5000
8.80 9.00 9.20 9.40
770 105.0 m/z 105.10 20.30%
27.'0 | 5:.LO 64,0 |.I 91.0 180 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15311: Benzaldehyde, 2,4-dimethyl-
105.0 138.0
8.80 9.00 9.20 9.40
5000 m/z 77.05 14.93%
i 91.0
39.0 .
63.0
”I'“'I?§4%"W"“I"“I'”'I'“'I”"P"'"'W'%}gzq'W"'W"“I"”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15312: Benzaldehyde, 3,4-dimethyl-
138.0 8.80 9.00 9.20 9.40
m/z 51.05 12.15%
105.0
5000
77.0 91.0
51.0
27.0
\ |, 640 ‘\\ ‘ || 119.0

_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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, p-(2-methylallyl)- Concentration Rank 14

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

9.12 7.82 ng 504020 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-(2-methvlallvl)- 148 C10H120 033641-78-0 64
2 Ethanone. 1-(4-ethvilphenvl)- 148 C10H120 000937-30-4 55
3 Ethanone. 1-(2.4-dimethviphenvl)- 148 C10H120 000089-74-7 50
4 Benzene. l-ethvl-4-(l1-methvlethvIl)- 148 C11H16 004218-48-8 50
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 50

Abundance Scan 1196 (9.122 min): BF111883.D (-1192) (-) m/z 107.10 100.00%
107.1
5000 133.1
77.0 150.1
39.0 91.1 | 8.80 9.00 9.20 9.40
53.0
e A2 L L 3641 08,05 60.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22664: Phenol, p-(2-methylallyl)-
138.0 148.0
107.0

5000
8.80 9.00 9.20 9.40

m/z 133.10 45_.82%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #22669: Ethanone, 1-(4-ethylphenyl)-
138.0
8.80 9.00 9.20 9.40
5000 m/z 77.00 25.60%
105.0 148.0
79.0
270 430 630 || 920 || 1180 |
T P T R e e T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22705: Ethanone, 1-(2,4- dlmethylphenyl)
38.0 8.80 9.00 9.20 9.40
m/z 150.10 24 .92%
105.0
5000 148.0
77.0
43.0
S T N1 T N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40

8270-BF010719.M Tue Jan 08 07:45:09 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Allyl-4-methylphenol Concentration Rank 16

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

9.16 6.58 ng 424236 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-AllvI-4-methviphenol 148 C10H120 006628-06-4 58
2 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 55
3 m-Ethvlacetophenone 148 C10H120 022699-70-3 55
4 Ethanone. 1-(3.4-dimethviphenvl)- 148 C10H120 003637-01-2 55
5 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 49

Abundance Scan 1203 (9.163 min): BF111883.D (-1198) (-) m/z 133.05 100.00%
138.1
148.1
5000
0 105.1
51.0 Yoell 8.80 9.00 9.20 9.40
380 64.0 20.1 162.0 . .
..,....,....,....,....,':.-..,.':-..,...|:-,-....,':...,.':..,..Jf:.?....,|!!..,...|-,....,...., m/z 148.10 58.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22639: 2-Allyl-4-methylphenol
148.0
133.0
5000
105.0 8.80 9.00 9.20 9.40
770 91.0 m/z 105.05 24 .73%
28 i “'w’“"Jml“}ag'“”'W““|'“'v“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
105.0 8.80 9.00 9.20 9.40
5000 oL0 m/z 147.10 20.62%
770 119.0 148.0
“v“WE??““““ﬂ?fﬁgv“M““h“wmh'ML““PLW“”P“W““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22624: m-Ethylacetophenone
133.0 8.80 9.00 9.20 9.40
m/z 121.10 19.26%
5000
105.0 148.0
79.0
27.0 ﬁo‘ 630 || 920 || 1180 |
m/z--> 10 20 30 40 50 60 70 80 90 100 11'0 120 130 140 1&1;0 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Ethanone, 1-(4-ethylphenyl)- Concentration Rank 12

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

9.33 9.44 ng 608500 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(4-ethviphenvI)- 148 C10H120 000937-30-4 83
2 Ethanone. 1-(3.4-dimethviphenvl)- 148 C10H120 003637-01-2 83
3 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 72
4 5H-Cvclopentapvrazine. 6.7-dihvd... 148 C9H12N2 038917-61-2 72
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 64

Abundance Scan 1231 (9.328 min): BF111883.D (-1228) (-) m/z 133.10 100.00%
135.1
5000
148.1
105.1
30.0 510 g50 710 011 | 1191 9.00 9.20 9.40 9.60
Obrrprrrrprrrr e e psbr e e e e | M/ 148,100 34.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22671: Ethanone, 1-(4-ethylphenyl)-
138.0
5000
148.0 9.00 9.20 9.40 9.60
. 105.0 ' m/z 105.10 18.52%
150220 90 a0 1%a0 | s .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22697: Ethanone, 1-(3,4-dimethylphenyl)-
138.0
105.0 9.00 9.20 9.40 9.60
5000 m/z 77.00 9.34%
770 148.0
51.0
15\'0 27\.0 39.0‘ i 6?.\0 m 91'0 “M 119.0 | .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)- T T TR T T T T
138.0 9.00 9.20 9.40 9.60
m/z 134.10 9.29%
5000
390 770 91.0 105.0 148.0
B0 e R el b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111883.D

Aca On : 7 Jan 2019 18:20

Operator : JU/SJ

Sample : K1053-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 6-Methyl-4-indanol Concentration Rank 13

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

9.49 8.71 ng 561504 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-4-indanol 148 C10H120 020294-32-0 93
2 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 76
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 70
4 Ethanone. 1-(2.4-dimethviphenvl)- 148 C10H120 000089-74-7 70
5 m-Ethylacetophenone 148 C10H120 022699-70-3 70

Abundance Scan 1259 (9.492 min): BF111883.D (-1255) (-) m/z 133.05 100.00%
138.1
148.1
5000
91.1
480 510 610 77|-0 1°‘|5'1 191 | 641 9.20 9.40 9.60 9.80
0 SRS YR RN RN P P m/z 148.05 62.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22620: 6-Methyl-4-indanol
138.0
148.0
5000 9.20 9.40 9.60 9.80
oL0 m/z 147.10 35.43%
=0 s 710 10 M 0us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
9.20 9.40 9.60 9.80
5000 105.0 m/z 91.10 18.46%
91.0 1190 148.0
270 4\1\'0 63,0 77\'\0 ‘ \‘ |
Il A I Ll | Ll L, !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22825: Benzene, 1-(1,1-dimethylethyl)-3-methyl- B A R B
133.0 9.20 9.40 9.60 9.80
m/z 131.10 17.46%
5000
105.0 148.0
41.0
91.0
270 | 0780 " | wmgo | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111883.D

Acg On : 7 Jan 2019 18:20 Instrument :
Operator : JU/SJ BNA_F

Sample - K1053-10 ClientSampleld :
Misc : COMP-4-DRUM
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
Butane, 2-methoxy... 2.18 10.7 ng 544032 1 6.89 1017270 20.0
Hexylene glycol 6.05 10.4 ng 529050 1 6.89 1017270 20.0
Hexanoic acid 6.61 21.6 ng 1097640 1 6.89 1017270 20.0
unknown6 .66 6.66 78.0 ng 3966210 1 6.89 1017270 20.0
4-Heptanol, 2,6-d... 6.70 6.2 ng 315988 1 6.89 1017270 20.0
1-Hexanol, 2-ethyl- 6.96 28.9 ng 1471160 1 6.89 1017270 20.0
Hexanoic acid, 2-... 7.60 15.5 ng 872622 2 8.17 1128960 20.0
Phenol, 4-(1-meth... 8.33 14.2 ng 800089 2 8.17 1128960 20.0
Phenol, 4-ethyl-3... 8.40 13.0 ng 733597 2 8.17 1128960 20.0
Phenol, 2-ethyl-4._._. 8.43 6.6 ng 371376 2 8.17 1128960 20.0
Benzene, l-ethyl-_.. 8.53 58.4 ng 3298390 2 8.17 1128960 20.0
2,4-Dimethylanisole 8.61 6.1 ng 345074 2 8.17 1128960 20.0
Phenol, 2,3,5-tri... 8.63 5.8 ng 326724 2 8.17 1128960 20.0
Isophthalaldehyde 8.93 22.8 ng 1287310 2 8.17 1128960 20.0
4-Hydroxy-3-methy. .. 9.03 6.9 ng 387801 2 8.17 1128960 20.0
1H-Inden-5-o0l, 2,... 9.06 28.6 ng 1840390 3 9.93 1289200 20.0
Phenol, p-(2-meth... 9.12 7.8 ng 504020 3 9.93 1289200 20.0
2-Allyl-4-methylp... 9.16 6.6 ng 424236 3 9.93 1289200 20.0
Ethanone, 1-(4-et... 9.33 9.4 ng 608500 3 9.93 1289200 20.0
6-Methyl-4-indanol 9.49 8.7 ng 561504 3 9.93 1289200 20.0
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