LSC Area Percent Report

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

Data File : BF111882.D

Aca On 7 Jan 2019 17:53 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1053-07 UGl
Misc : COMP-3-DRUM
ALS Vial : 6 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

2.193 10 18 26 rBv 398958 570076 12.93% 1.286%
2.687 97 102 111 rVB 148429 231535 5.25% 0.522%
296 rBvY 52799 98129 2.23% 0.221%
4.010 324 327 336 rVB 74677 109479 2.48% 0.247%
5.040 496 502 509 rBvV 123794 132940 3.02% 0.300%
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5.104 509 513 520 rBV 276904 331140 7.51% 0.747%
5.240 520 536 538 rvv2 69023 210139 4.77% 0.474%
565 rvVB4 68590 232498 5.27% 0.524%
5.487 574 578 580 rBv2 64378 68274 1.55% 0.154%
5.522 580 584 591 rvB 2100381 1903080 43.17% 4.292%
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11 5.651 596 606 607 rBvV3 55583 120958 2.74% 0.273%
12 5.716 614 617 620 rBvV 201352 179250 4_.07% 0.404%
13 5.840 635 638 642 rBvY 227193 198635 4_.51% 0.448%
14 6.051 666 674 679 rBvV 384659 519800 11.79% 1.172%
15 6.204 696 700 704 rvB2 42231 55015 1.25% 0.124%

16 6.434 734 739 741 rBV 60091 62094 1.41% 0.140%
17 6.528 751 755 762 rVB 1468084 1522275 34.53% 3.433%
18 6.663 774 778 783 rBV 3643229 3505366 79.52% 7.905%
19 6.704 783 785 793 rVB3 202238 264129 5.99% 0.596%
20 6.887 811 816 820 rBV 1125500 940841 21.34% 2.122%

21 6.951 823 827 833 rvVV 1169948 1099444 24 .94% 2.479%
22 6.998 833 835 837 rvv 78922 61553 1.40% 0.139%
23 7.045 837 843 847 rVB2 3514909 3785538 85.87% 8.537%
24 7.298 882 886 889 rvB2 137830 148332 3.36% 0.335%
25 7.445 906 911 914 rVB 2565990 2397740 54.39% 5.407%

26 7.622 922 941 945 rBV2 1078760 2638033 59.84% 5.949%
27 7.675 948 950 953 rVvB 116538 101057 2.29% 0.228%
28 7.769 963 966 969 rVB3 57838 63636 1.44% 0.144%
29 7.828 972 976 977 rBV2 54762 62648 1.42% 0.141%
30 7.922 985 992 993 rBv2 313872 482659 10.95% 1.088%

31 7.963 993 999 1008 rVvB3 659750 1061240 24.07% 2.393%
32 8.034 1008 1011 1014 rBV3 53262 58779 1.33% 0.133%
33 8.075 1014 1018 1021 rBV 709612 636455 14.44% 1.435%
34 8.139 1024 1029 1031 rBV2 167563 178108 4._.04% 0.402%
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LSC Area Percent Report

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

Data File : BF111882.D

Aca On 7 Jan 2019 17:53 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1053-07 UGl
Misc : COMP-3-DRUM
ALS Vial : 6 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.169 1031 1034 1037 rBV 1268107 1013623 22.99% 2.286%

36 8.198 1037 1039 1040 rvv2 114999 79371 1.80% 0.179%
37 8.251 1043 1048 1052 rVB 614460 674954 15.31% 1.522%
38 8.292 1052 1055 1059 rBV3 89455 104190 2.36% 0.235%

39 8.363 1064 1067 1069 rVB 92201 81496 1.85% 0.184%
40 8.392 1069 1072 1074 rBV 64618 51381 1.17% 0.116%
41 8.481 1084 1087 1092 rVvB2 190128 285089 6.47% 0.643%
42 8.522 1092 1094 1095 rvVv 85697 64809 1.47% 0.146%
43 8.545 1096 1098 1102 rVB 120383 116496 2.64% 0.263%
44 8.604 1105 1108 1111 rVB2 87685 87689 1.99% 0.198%

45 8.681 1117 1121 1122 rBV 143142 159297 3.61% 0.359%

46 8.704 1122 1125 1129 rVB 309894 335629 7.61% 0.757%

47 8.739 1129 1131 1135 rBV 100551 76289 1.73% 0.172%
48 8.804 1139 1142 1145 rVB2 58881 56446 1.28% 0.127%
49 8.851 1145 1150 1154 rBV7 29221 53250 1.21% 0.120%
50 8.916 1157 1161 1165 rBV2 106442 120902 2.74% 0.273%
51 9.010 1174 1177 1181 rBV 78703 85897 1.95% 0.194%
52 9.110 1188 1194 1198 rBV 156982 193609 4_.39% 0.437%
53 9.145 1198 1200 1204 rVB2 76542 65073 1.48% 0.147%

54 9.245 1211 1217 1220 rBV 5072928 4408232 100.00% 9.941%
55 9.392 1238 1242 1247 rVB2 164813 196459 4._.46% 0.443%

56 9.516 1257 1263 1265 rBV3 87564 117243 2.66% 0.264%

57 9.539 1265 1267 1273 rVB 56517 67289 1.53% 0.152%
58 9.633 1280 1283 1285 rVB 67399 49329 1.12% 0.111%
59 9.692 1290 1293 1296 rVB2 91898 90253 2.05% 0.204%
60 9.739 1296 1301 1304 rBV 241790 226194 5.13% 0.510%
61 9.833 1313 1317 1325 rVB 59670 78057 1.77% 0.176%
62 9.928 1328 1333 1336 rVB 1239311 1137512 25.80% 2.565%
63 10.086 1357 1360 1365 rBV3 50282 56183 1.27% 0.127%
64 10.580 1441 1444 1447 rBV 68537 61064 1.39% 0.138%

65 10.716 1462 1467 1470 rBV 2853678 2572321 58.35% 5.801%

66 11.410 1581 1585 1589 rBV 1171962 974716 22.11% 2.198%

67 11.633 1619 1623 1629 rBV6 44148 59549 1.35% 0.134%
68 11.933 1671 1674 1679 rBV2 202488 224004 5.08% 0.505%
69 12.057 1692 1695 1698 rBV 69897 59711 1.35% 0.135%

70 12.386 1746 1751 1756 rBV2 75659 111860 2.54% 0.252%
71 12.451 1759 1762 1768 rVV 109911 105147 2.39% 0.237%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.674 1797 1800 1804 rVB 155987 120413 2.73% 0.272%
73 12.722 1804 1808 1812 rBV2 60467 73168 1.66% 0.165%
74 12.998 1850 1855 1858 rBV 3698917 3501857 79.44% 7.897%
75 13.886 2003 2006 2012 rVB2 61582 66697 1.51% 0.150%

76 14.051 2030 2034 2037 rVB 928333 866426 19.65% 1.954%
77 14.863 2168 2172 2175 rVV 140471 143977 3.27% 0.325%
78 14.904 2176 2179 2186 rVB 55488 61586 1.40% 0.139%
79 15.168 2221 2224 2230 rBV 40348 54339 1.23% 0.123%
80 15.533 2280 2286 2296 rVB 832857 1123531 25.49% 2.534%

Sum of corrected areas: 44343482
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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
5000000

TIC: BF111882.D

4000000

6.66 7.05

3000000
7.45

5.52
2000000

6.53
7.62

1000000

2.19
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Time-->

Abundance
5000000 9

1o 5,64 6.05
5.28.36. gsjéL /| 6.20 6.4
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=N L B B e s s e
5.50 6.00 6.50

3.80 4.01

4.00
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4.50 5.00
TIC: BF111882.D

25

4000000 13.00

3000000 10.72

2000000
9.93

11.41

1000000

1163 43306 1420512572

11.50 12.00 12.50 13.00

9.3 4
Mm &'ss 10.09 10.5

10.00

10.50 11.00
TIC: BF111882.D

Time--> 9.50
Abundance

5000000

4000000
3000000

2000000

14.05 15.53

1#%%]517 A

14.50 15.00

1000000

13.89

T
13.50 14.00

0
Time-->

I T
17.00 17.50 18.00 18.50

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 6

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

2.19 12.12 ng 570076 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 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
4 N.N"-Methvlenebis(formamide) 102 C3H6N202 006921-98-8 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 18 (2.193 min): BF111882.D (-10) (-) m/z 73.10 100.00%
73.1

5000 43.0

_>

55.1 87.1

| 2.20 2.30 2.40 2.50 2.60
1 S S S S — m/z 43.05 45_47%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.20 2.30 2.40 2.50 2.60
5.0 87.0 m/z 55.10 29.33%
29.0
'I"'I:I""'Il:'l"l""I""I'I"I'"'I""I""I""I""I""
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 RN AN RARAN RARRE RARAN AR
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 87.10 24 . 73%
29.0 ‘
T ‘ IX “‘ _ 970  112.0 1290

m/z--> 20 30 40 50 60 70 80 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 41.00 13.65%
5000 43.0
58.0
N A O e O R AERRRR™
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 : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.10 7.04 ng 331140 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 512 (5.098 min): BF111882.D (-509) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 480 5.00 5.20 5.40
el 80 e | e 0 5. 7au
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik 5k ko 50
0
150 a0 1010 m/z 101.10 17.19%
...I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.00 13.57%
41.0
b L 500 L 730 86.0 ..,M —
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.06%
5000
410 101.0
150 30 [||s00,, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Butanoic acid, 3-methyl- Concentration Rank 14

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

5.24 4_47 ng 210139 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 83
2 Hexanoic acid 116 C6H1202 000142-62-1 43
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 40
4 Pentanoic acid 102 C5H1002 000109-52-4 38
5 1-Pentanamine 87 C5H13N 000110-58-7 10

Abundance Scan 536 (5.240 min): BF111882.D (-520) (-) m/z 60.00 100.00%
6d.0
5000 411
| | | 51.0 69.0 87.0 500 520 540 5.60
o BB At L L m/z 41.10 47 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000 IR UL A AL R
43.0 500 520 540 5.60
87.0 m/z 43.10 42 .63%
150 200 |‘ |51.om, 69.0 | 101.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8071: Hexanoic acid
60.0
500 5.20 5.40 5.60
5000 73.0 m/z 45.10 23.97%
41.0
27.0 ‘ 87.0
1T A T O N Y. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #21817: Propanedioic acid, propyl-
44.0 60.0 500 5.20 5.40 5.60
m/z 39.00 20.57%
5000 73.0
29.0
"w"'w"'l”"l"'l'“"“'l"“l'?hq"'w""w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Butanoic acid, 2-methyl- Concentration Rank 12

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

5.36 4.94 ng 232498 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 78
2 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 38
3 Morpholine 87 C4H9NO 000110-91-8 9
4 Propanoic acid 74 C3H602 000079-09-4 9
5 Oxirane, (butoxymethyl)- 130 C7H1402 002426-08-6 9

Abundance Scan 556 (5.357 min): BF111882.D (-543) (-) m/z 74.00 100.00%
74.0
41.0 57.0
5000
87.0
| | I 5.00 520 540 5.60
e L L o I m/z 41.05 71.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4289: Butanoic acid, 2-methyl-
74.0
29.0 40 570
5000
5.00 5.20 5.40 5.60
87.0 m/z 57.05 71.33%
1y |.| fo 1 || 102.0
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #13442: Hexanoic acid, 2-methyl-
74.0
5.00 5.20 5.40 5.60
5000 m/z 87.00 30.32%
270 430 87.0
60.0 :
‘J‘ NN ‘ “ “ 101.0 115.0 130.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1863: Morpholine
29.0 57.0 5.00 5.20 5.40 5.60
m/z 73.00 23.78%
5000 87.0
42.0
'w'“'w'“|“'w'“'w'“riqw'“'w'“l“'w'“'w'“l“'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 5-Hydroxy-4-octanone Concentration Rank 17

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

5.72 3.81 ng 179250 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hvdroxv-4-octanone 144 C8H1602 000496-77-5 64
2 4-Heptanol 116 C7H160 000589-55-9 50
3 1-Hepten-4-ol 114 C7H140 003521-91-3 39
4 2-Propenoic acid. butvl ester 128 C7H1202 000141-32-2 28
5 Isobutylamine 73 C4H11IN 000078-81-9 9

Abundance Scan 618 (5.722 min): BF111882.D (-614) (-) m/z 55.05 100.00%
54.0
73.0
5000
43.0

5.40 5.60 5.80 6.00

104.0 -
el e e 8 e M/Z 73.05  54.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20853: 5-Hydroxy-4-octanone
55.0
73.0
5000 43.0
5.40 5.60 5.80 6.00
m/z 43.05 32.20%
102.0
L M 144.0
R L L R o e R RERR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8317: 4-Heptanol
55.0
73.0 540 5.60 5.80 6.00
5000 m/z 41.00 11.78%
43.0
27.0

T 86.0 98.0 114.0

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

Abundance #7443: 1-Hepten-4-ol

55.0 5.40 5.60 5.80 6.00

m/z 44.00 6.43%
73.0
5000 43.0
27.0 H

SRV RS PN | RPN - X B b e il S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Ethanol, 2-butoxy- Concentration Rank 15

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

5.84 4.22 ng 198635 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 50
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 40
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 36
4 Isobutvl ether 130 C8H180 000628-55-7 27
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 12

Abundance Scan 638 (5.840 min): BF111882.D (-635) (-) m/z 57.10 100.00%
57.1
5000 45.0
75.0 87|'1 100.0 5.60 5.80 6.00 6.20
SN 1 BN RS MMM NS m/z 44.95 43.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8820: Ethanol, 2-butoxy-
57.0
5000 45.0
29.0 5.60 5.80 6.00 6.20
87.0 m/z 41.10 36 .50%
15.'0. .|I | AT I|| |.75.0 | 10.0'0 118.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
5.60 5.80 6.00 6.20
5000 m/z 87.10 15.70%
29.0 75.0
87.0
18.0 \“‘ “w i " | 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4469: 3,3-Dimethylbutane-2-ol
450 57.0 5.60 5.80 6.00 6.20
m/z 56.10 8.80%
5000 69.0 70
29.0
\‘ | \‘\ il . 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.60 5.80 6.00 6.20

8270-BF010719.M Tue Jan 08 07:44:33 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Hexylene glycol Concentration Rank 7

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

6.05 11.05 ng 519800 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 86
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 78
3 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 50
4 2-Butanol. 3-methoxv- 104 C5H1202 053778-72-6 47
5 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 42

Abundance Scan 674 (6.051 min): BF111882.D (-666) (-) m/z 59.10 100.00%
59.1
43.0
5000
] || o B o 580 6.00 620 6.40
A i & MMM m/z 43.00 76.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8814: Hexylene glycol
54.0
43.0
5000
5.80 6.00 6.20 6.40
a10 ‘ ‘ 650 m/z 56.10 26.83%
Ly 1 = S o . LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3910: Oxetane, 2,2,4-trimethyl-
54.0
43.0
5.80 6.00 6.20 6.40
5000 m/z 41.10 22 .59%
31.0 85.0
"'w"'w'””m"”mlt'w'd‘h"'w"'w"'w'?P?R"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3499: Propanenitrile, 3-ethoxy-
31.0 5.80 6.00 6.20 6.40
m/z 45.00 20.73%
54.0
5000
15.0 45.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40

8270-BF010719.M Tue Jan 08 07:44:35 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 unknown6.66 Concentration Rank 1

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

6.66 74.52 ng 3505370 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 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF111882.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 96.1 U R R R
54.0 6.40 6.60 6.80 7.00
830 S m/z 68.10 45.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 U R R R
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 32.05%
"'L |I§%O'|'7%?'“8§P'Jl Jh" RN B B S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TSk ko 5k 7h0
5000 ggo 1160 m/z 66.10 30.87%
: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R L A
132.0 6.40 6.60 6.80 7.00
m/z 69.05 19.22%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ L | ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF010719.M Tue Jan 08 07:44:35 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Ethyl dl-2-hydroxycaproate Concentration Rank 11

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

6.70 5.61 ng 264129 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl dl-2-hvdroxvcaproate 160 C8H1603 006946-90-3 78
2 _.alpha.-Hvdroxvisocaproic acid 132 C6H1203 000498-36-2 72
3 1-Octvn-4-ol 126 C8H140 052517-92-7 64
4 5-Nonanol 144 C9H200 000623-93-8 64
5 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 64

Abundance Scan 784 (6.698 min): BF111882.D (-783) (-) m/z 69.05 100.00%
69.0
43.1
5000 87.0
56,0 ‘ 20 6.40 6.60 6.80 7.00
eeprrreprrreprerhe e bt e e e || M7z 43.10  53.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31238: Ethyl dI-2-hydroxycaproate
69.0
41.0
87.0
5000

6.40 6.60 6.80 7.00
m/z 87.05 37 .96%

27,
104.0
14.0 55. 117.0 142.0 161.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14293: .alpha.-Hydroxyisocaproic acid
43.0 69.0
87.0 6.40 6.60 6.80 7.00
5000 : m/z 45.10 32.64%
29.0
...,1.?.9,...‘.‘,.... ,56\,, L L ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11311: 1-Octyn-4-ol
41.0 69.0 6.40 6.60 6.80 7.00
m/z 41.10 29.73%
5000 87.0
27.0
H\ ‘ ‘ ‘ 108.0 126.0
B ERaRE L B e ARSI RARZARRRaRTELEY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF010719.M Tue Jan 08 07:44:36 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.95 23.37 ng 1099440 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-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 74
3 Heptane. 2.3.6-trimethvl- 142 C10H22 004032-93-3 64
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 59
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 53

Abundance Scan 827 (6.951 min): BF111882.D (-823) (-) m/z 57.10 100.00%
51.1
5000 41.0
| 87'0 98.1115 1 6.60 6.80 7.00 7.20
T T S m/z 41.05 40.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20
m/z 43.05 35.52%
270 | 98.01150
miz--> 20 40 60 80 100 120 140 160 180
Abundance #50336: 1-Butoxy-2-ethylhexane
57.0
6.60 6.80 7.00 7.20
5000 41.0 m/z 55.05 27 .96%
270
83.0
bl L 1080 10 570 ameg
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19207: Heptane, 2,3,6-trimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 56.10 21.01%
5000
41l0
71.0
27.0
T JJ"N“ "“W""'l"'gﬁﬁ""l "'}?%q' SN B
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF010719.M Tue Jan 08 07:44:37 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 11 Phenylethyl Alcohol Concentration Rank 2

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

7.62 52.05 ng 2638030 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenvlethvl Alcohol 122 C8H100 000060-12-8 80
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 49
3 Cvclohexaneacetic acid. .alpha.-... 170 C10H1802 006051-00-9 27
4 Toluene 92 C7H8 000108-88-3 20
5 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 18

Abundance Scan 941 (7.622 min): BF111882.D (-922) (-) m/z 91.10 100.00%
740 911
5000 a1 o
122.1
7.20 7.40 7.60 7.80 8.00
a1 | ,|....,....,...., m/z 73.00 99.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9920: Phenylethyl Alcohol
91.0
5000
7.20 7.40 7.60 7.80 8.00
2.0 65.0 122.0 m/z 88.10 78.56%
260 | 520 , 780 | 1040
miz--> 20 40 60 80 100 120 140 160
Abundance #20867: Hexanoic acid, 2-ethyl-
73.0 84.0
720 7.40 7.60 7.80 8.00
5000 570 m/z 92.10 53.33%
410 °F
27.0 101.0 116.0
- il -‘.“-‘--‘i‘. s .‘-“- Y Y 7Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #38064: Cyclohexaneacetic acid, .alpha.-ethyl- R B B
84.0 7.20 7.40 7.60 7.80 8.00
m/z 41.10 45 _35%
5000 41.0 55.0
73.0
ool o 112.0125.0 141.0 170.0
m/z--> 20 40 60 80 100 120 140 160 ' 7.20 7.40 7.60 7.80 8.00

8270-BF010719.M Tue Jan 08 07:44:37 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

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

8.07 12.56 ng 636455 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 53
4 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 50
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 47

Abundance Scan 1017 (8.069 min): BF111882.D (-1014) (-) m/z 57.10 100.00%
451 57.1
5000
75.1
87.0 7.80 8.00 8.20 8.40
101.1
S| A Y i - B~ SN () oy 2~ - [ YT B .17
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
45.0 57.0
5000
29.0 7.80 8.00 8.20 8.40
75.0870 m/z 41.05 40.86%
U 100.0
B0 bl bl i 1190 13201480
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
7.80 8.00 8.20 8.40
5000 m/z 75.10 14 .03%
29.0 75.0
87.0
18.0 \“\ “m | |__100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4468: 3,3-Dimethylbutane-2-ol
57.0 7.80 8.00 8.20 8.40
45.0 m/z 56.10 13.72%
5000
87.0
20.0 69.0 ‘
"P'”P'mh“'hm'W'“H'“JP”'P'”P'}?%QW”'W'”W'”'P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40

8270-BF010719.M Tue Jan 08 07:44:38 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Thiophene, tetrahydro-, 1,1... Concentration Rank 4

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

8.25 13.32 ng 674954 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-. 1.l1-dioxide 120 C4H802S 000126-33-0 86
2 Cvclobutane 56 C4HS8 000287-23-0 53
3 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 43
4 2-Butene. (E)- 56 C4H8 000624-64-6 43
5 2-Butene, (2)- 56 C4HS8 000590-18-1 37

Abundance Scan 1048 (8.251 min): BF111882.D (-1043) (-) m/z 41.05 100.00%
41.0
56.1
5000
1200 8.00 8.20 8.40 8.60
...,....,....,....,....::~.-.!i'.':.-.,.:..T?:?.,....9,2]'9..1,".:?-9,....!....,. m/z 56.10 61.19%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9211: Thiophene, tetrahydro-, 1,1-dioxide
41.0
56.0
28.0
5000
120.0 8.00 8.20 840 8.60
m/z 55.10 56.99%
o Il . 780 92.0 ,
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #179: Cyclobutane
g 410
8.00 820 8.40 8.60
5000 56.0 m/z 39.05 22 .44%
LN L IR LI VLIS IR UL LR AL LA RS SRS BRRAS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #186: 1-Propene, 2-methyl- S E e o
41.0 8.00 820 8.40 8.60
m/z 120.00 17.81%
5000 56.0
28.0
'”%q'ﬁﬁ%'JW”“w“”PJ”P'”P”'P”W'”W'”W”'W””I' IR AR R RN L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 820 8.40 8.60

8270-BF010719.M Tue Jan 08 07:44:39 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 1-Phenoxypropan-2-ol Concentration Rank 10

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

8.48 5.63 ng 285089 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenoxvpropan-2-ol 152 C9H1202 000770-35-4 96
2 1-Propanol. 3-phenoxv- 152 C9H1202 006180-61-6 93
3 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 64
4 Benzene. (2-methvlpropoxv)- 150 C10H140 001126-75-6 53
5 Benzene, propoxy- 136 C9H120 000622-85-5 53

Abundance Scan 1087 (8.481 min): BF111882.D (-1084) (-) m/z 94.10 100.00%
94.1
5000
77.0
45.0 152.1
il I || | 10?-0121.0 1571 | 820 840 8.60 8.80
...,....,....,....,..--..'..',-..'.'. ST AR AR e L N m/z 77.00 24.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25942: 1-Phenoxypropan-2-ol M
94.0
5000 L N L R I
770 8.20 8.40 860 8.80
390 510 & | 108.0 152.0 m/z 45.00 18.28%
15.0 27. ' 1210 137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25961: 1-Propanol, 3-phenoxy-
94.0
8.20 8.40 860 8.80
5000 m/z 152.10 17.99%
3“)%0 77.0 108.0 152.0
e | 12101330 |
mz-> 10 20 3'0 4'0 5'0 60 70 80 9 100 110 150 130 140 150 160
Abundance #17283: Ethanol, 2-phenoxy-
94.0 8.20 8.40 860 8.80
m/z 78.00 16.07%
5000
77.0 138.0
G O
[ | | |
m/z--> 10 20 30 40 50 60 70 8|0 90 100 110 12'0 130 14'10 150 160 8.20 8.40 8.60 8.80

8270-BF010719.M Tue Jan 08 07:44:39 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 unknown8.68 Concentration Rank 20

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

8.68 3.14 ng 159297 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tridecanetetrol. I2R-(2R... 248 C13H2804 136953-03-2 36
2 1.2.3.4-Tetradecanetetrol. I2R-(... 262 C14H3004 136953-04-3 36
3 tert-Butvldimethvisilvlamine 131 C6H17NSi 1000366-62-1 9
4 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 9
5 Acetonitrile, dichloro- 109 C2HCI2N 003018-12-0 9

Abundance Scan 1121 (8.681 min): BF111882.D (-1117) (-) m/z 74.05 100.00%
74.0
5000
41.1 129.1
| 102.0 8.40 8.60 8.80 9.00
et el e e e m/z 55.05 35.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100492: 1,2,3,4-Tridecanetetrol, [2R-(2R*,3S*,4S*)]-
74.0
5000
8.40 8.60 8.80 9.00
m/z 129.05 21.93%
43.0
£ m. LL %50 1230 1570 18702070 2310
m/z--> ﬁo 45 ' 80 160 120 150 160 180 200 220 240 2éo
Abundance #112270. 1,2,3,4-Tetradecanetetrol, [2R-(2R*,3S*,45%)]-
74.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 20.10%
43.0 97.0
e b 1280 18101710 2010 2960 2630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13929: tert-Butyldimethylsilylamine
74.0 8.40 8.60 8.80 9.00
m/z 73.05 12.51%
5000
15.0 ﬁo ., 99.0 1310
m/z--> 2'0 4'0 6|0 8|O 100 150 14'10 160 180 200 220 24'10 2('30 8.40 8.60 8.80 9.00

8270-BF010719.M Tue Jan 08 07:44:40 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 Valproic Acid Concentration Rank 9

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

8.70 6.62 ng 335629 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 50
2 di-n-PropvImalonic acid 188 C9H1604 001636-27-7 40
3 2-Propvloctanoic acid 186 C11H2202 031080-41-8 32
4 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 17
5 Scyllo-Inositol, 1-C-methyl- 194 C7H1406 000564-92-1 12

Abundance Scan 1124 (8.698 min): BF111882.D (-1122) (-) m/z 73.00 100.00%
73.0
5000 102.1
43.1
130.1 8.40 8.60 8.80 9.00
341.0
...\u-,-‘u—w.‘.,.|.!.-,....,....,....,....~, m/z 102.10 46.44%
m/z--> 50 100 150 200 250 300
Abundance #20843: Valproic Acid
73.0
5000 102.0
8.40 8.60 8.80 9.00
41.0 m/z 43.10 31.80%
15.0|| M,]J . | 1130.0
m/z--> 50 100 150 200 250 300
Abundance #52053: di-n-Propylmalonic acid
73.0
102.0 840 860 8.80 9.00
5000 41.0 m/z 41.05 24 _.20%
150| ‘-‘.”- Ll %o
m/z--> 50 100 150 200 250 300
Abundance #50065: 2-Propyloctanoic acid
73.0 8.40 8.60 8.80 9.00
m/z 86.95 23.34%
102.0
5000
41.0
‘ 144.0
1'Sl'oM'Lll‘i“{"'“J'|"" L A e S A IR LR L S
m/z--> 50 100 150 200 250 300 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 : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 2-Butanol, 3-benzyloxy- Concentration Rank 19

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

9.11 3.40 ng 193609 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3-benzvloxv- 180 C11H1602 1000163-56-1 53
2 Benzeneacetaldehvde 120 C8H80 000122-78-1 43
3 Spirol2.41hepta-4.6-diene 92 C7HS8 000765-46-8 41
4 Phenvlethvl Alcohol 122 C8H100 000060-12-8 38
5 Benzene, propyl- 120 C9H12 000103-65-1 38

Abundance Scan 1194 (9.110 min): BF111882.D (-1188) (-) m/z 91.10 100.00%
91.1
5000 45.0
120.0
090 880 9.00 9.20 9.40
105.1 133.1146.0 . . . .
SN W | R ,-'.|~. 80l L SETS0 0 w/z 45.05 47.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45416: 2-Butanol, 3-benzyloxy-
T L\,/\Ll
5000 A LA L UL A
45.0 880 9.00 9.20 940
m/z 92.05 46.69%
65.0 107.0 135.0
280 |, | 7180 | 1210 | 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #9372: Benzeneacetaldehyde
91.0
8.80 9.00 9.20 9.40
5000 m/z 120.00 33.66%
120.0
65.0
260 390520 | 780
mz-> 20 40 60 80 100 120 140 160 180
Abundance #2472: Spiro[2,4]hepta-4,6-diene
91.0 8.80 9.00 9.20 9.40
m/z 65.00 19.25%
5000
65.0
26.0 390520 | 780 |
m/z--> 20 40 60 80 100 120 140 160 180 880 9.00 9.20 940
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 unknown9.39 Concentration Rank 18

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

9.39 3.45 ng 196459 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 38
2 1-Ethoxvpentan-3-ol 132 C7H1602 100910-92-7 35
3 1-Propanol. 3-I3-(l-methvlethoxy... 176 C9H2003 054518-03-5 27
4 Methane. diethoxv- 104 C5H1202 000462-95-3 25
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 22

Abundance Scan 1242 (9.392 min): BF111882.D (-1238) (-) m/z 59.00 100.00%
54.0
43.0
71.1
5000
io 511501 | 900 920 540 960 980
m/z 43.05 76.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8816: Hexylene glycol
54.0
43.0
5000 AR AR LA R
9.00 9.20 9.40 9.60 9.80
410 85.0 m/z 57.05 64 .88%
150 o || 71.0 103.0115 9
m/z--> 10 20 §0 Jo 50 éo 70 80 90 100 110 120 130 140 150 160
Abundance #14425: 1-Ethoxypentan-3-ol
31.0 54.0
48.0 9.00 9.20 940 9.60 9.80
5000 m/z 71.10 53.93%
85.0 103.0
”P”W“LP”JM”PM“”Z%RWJhP”ﬁk”P“W””P”W””P”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43035: 1-Propanol, 3-[3-(1-methylethoxy)propoxy]- T T T T
54.0 9.00 9.20 9.40 9.60 9.80
m/z 56.10 50.12%
45.0
5000
87.0
31.0 103.0
180 “ | 730 ‘\ 11501280 1450
m/z--> 10 20 30 40 50 60 75 85 90 100 110 120 130 140 1%0 160 9.00 9.20 9.40 9.60 9.80

8270-BF010719.M Tue Jan 08 07:44:43 2019 Page: 22



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 16

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

9.74 3.98 ng 226194 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98

N-T4-(Ethvl-methyl-amino)-phenvl.._. 192 C11H16N20 099981-45-0 43
3 Thiocoumarine. 4.4.6.7-tetramethvl- 220 C13H160S 1000128-90-2 41
4 trans-.beta.-lonone 192 C13H200 000079-77-6 38
5 Propanamine, 2-(1-adamantyl)-2-m... 207 C14H25N 079594-24-4 38
Abundance Scan 1301 (9.739 min): BF111882.D (-1296) (-) m/z 177.10 100.00%
177.1
41.0
5000
220.2
9.40 9.60 9.80 10.00
m/z 41.05 62 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
5000 410 SRR RS RN AR
67.0 135.0 9.40 9.60 9.80 10.00
95.0 ‘ 0 J m/z 135.05 43 _.44%
}ﬁol| Llhulyhjvan UESR L--"Hn.. ”J??JQIJIH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54337: N-[4-(Ethyl-methyl-amino)-phenyl]-acetamide
177.0
9.40 9.60 9.80 10.00
5000 m/z 67.00 41.89%
149.0
119.0
a0 o s0 TU L L Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77259: Thiocoumarine, 4,4,6,7-tetramethyl- L DL BN L R L
177.0 9.40 9.60 9.80 10.00
0
920.0 m/z 57.05 38.98%
5000
115.0 147.0
0 eso 910 MO0, T L aemol I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111882.D

Aca On : 7 Jan 2019 17:53

Operator : JU/SJ

Sample : K1053-07

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.93 4.60 ng 224004 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1673 (11.927 min): BF111882.D (-1671) (-) m/z 43.10 100.00%
431 730
5000 /\/\J\iw
97.0 .
213.1 L UL SN SN B
| 1711 256.2 11.|60 11.|80 12.'00 12.'20 '
ML m/z 73.00 98.75%

 ERRBRRARSLE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

J‘u83.0

4Je .
20 40
73.0
L
11.60 11.80 12.00 12.20
15.0 '

%

129.0 TS B B
11. 60 11. 80 12.00 12.20

60 | M/z 41.10 84.59%

5000

157.0 1850 213.0

g

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
5000 129.0 m/z 55.05 81.47%
‘ - ‘I I \A’A__/\/\k/w\
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R R mamEE
73.0 11.60 11.80 12.00 12.20
m/z 57.05 81.35%
43.0
5000
129.0
‘ O o W
180@ iy “ M\ IR Y} 1 I T AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF111882.D

Acg On : 7 Jan 2019 17:53 Instrument :
Operator : JU/SJ BNA_F

Sample - K1053-07 ClientSampleld :
Misc : COMP-3-DRUM
ALS Vial : 6 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... 2.19 12.1 ng 570076 1 6.89 940841 20.0
2-Pentanone, 4-hy... 5.10 7.0 ng 331140 1 6.89 940841 20.0
Butanoic acid, 3-... 5.24 4.5 ng 210139 1 6.89 940841 20.0
Butanoic acid, 2-... 5.36 4.9 ng 232498 1 6.89 940841 20.0
5-Hydroxy-4-octanone 5.72 3.8 ng 179250 1 6.89 940841 20.0
Ethanol, 2-butoxy- 5.84 4.2 ng 198635 1 6.89 940841 20.0
Hexylene glycol 6.05 11.1 ng 519800 1 6.89 940841 20.0
unknown6 .66 6.66 74.5 ng 3505370 1 6.89 940841 20.0
Ethyl dI-2-hydrox. .. 6.70 5.6 ng 264129 1 6.89 940841 20.0
1-Hexanol, 2-ethyl- 6.95 23.4 ng 1099440 1 6.89 940841 20.0
Phenylethyl Alcohol 7.62 52.0 ng 2638030 2 8.17 1013620 20.0
Ethanol, 2-(2-but... 8.07 12.6 ng 636455 2 8.17 1013620 20.0
Thiophene, tetrah... 8.25 13.3 ng 674954 2 8.17 1013620 20.0
1-Phenoxypropan-2-ol 8.48 5.6 ng 285089 2 8.17 1013620 20.0
unknown8 .68 8.68 3.1 ng 159297 2 8.17 1013620 20.0
Valproic Acid 8.70 6.6 ng 335629 2 8.17 1013620 20.0
2-Butanol, 3-benz... 9.11 3.4 ng 193609 3 9.93 1137510 20.0
unknown9.39 9.39 3.5 ng 196459 3 9.93 1137510 20.0
2,5-Cyclohexadien. .. 9.74 4.0 ng 226194 3 9.93 1137510 20.0
n-Hexadecanoic acid 11.93 4.6 ng 224004 4 11.41 974716 20.0
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