LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample - H5180-05

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF101116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.263 75 81 83 rBv 1134993 3442752 30.99% 2.887%
2 3.354 83 89 91 rvVB 3063795 8566929 77.11% 7.183%
3 3.834 123 131 134 rBV 4098587 10672947 96.07% 8.949%
4 4.017 142 147 165 rBY 3750972 6356043 57.21% 5.330%
5 4.463 183 186 188 rBY 1709530 3300440 29.71% 2.767%
6 4.497 188 189 192 rVB 1686712 1570767 14.14% 1.317%
7 4.623 197 200 203 rvVB 179551 202179 1.82% 0.170%
8 5.091 236 241 243 rBVY 3187921 7200259 64.81% 6.037%
9 5.183 245 249 251 rVV2 3149165 6000465 54.01% 5.031%
10 5.240 251 254 258 rVB2 4532394 11109600 100.00% 9.316%

11 5.423 268 270 278 rBV2 1263666 1838283 16.55% 1.541%
12 5.537 278 280 283 rBV 986462 1566759 14.10% 1.314%
13 5.583 283 284 287 rVvV 487017 680179 6.12% 0.570%
14 5.629 287 288 291 rVB 220692 241972 2.18% 0.203%
15 5.812 300 304 307 rBVv2 1579074 3719765 33.48% 3.119%

16 5.869 307 309 311 rVV 2165496 2686261 24.18% 2.252%
17 5.903 311 312 315 rVB 1247376 1135482 10.22% 0.952%
18 6.074 326 327 330 rBV 355568 484448 4._36% 0.406%
19 6.132 330 332 333 rvv 315875 299610 2.70% 0.251%
20 6.166 333 335 338 rvv2 983302 1557004 14.01% 1.306%

21 6.269 341 344 346 rVvVv2 1868910 2190951 19.72% 1.837%
22 6.303 346 347 348 rvV 414986 343301 3.09% 0.288%
23 6.326 348 349 352 rvVv 420391 824607 7.42% 0.691%
24 6.372 352 353 359 rvB2 570044 780174 7.02% 0.654%
25 6.543 366 368 369 rBvV 611255 548742 4.94% 0.460%

26 6.589 369 372 381 rvB4 397057 1444370 13.00% 1.211%
27 6.715 381 383 386 rBV 1685788 2311752 20.81% 1.938%
28 6.795 386 390 398 rvB2 852330 1701076 15.31% 1.426%
29 6.943 400 403 405 rBv2 886311 1565826 14.09% 1.313%
30 7.000 407 408 410 rVvv 314956 405554 3.65% 0.340%

31 7.035 410 411 414 rVB 172090 137729 1.24% 0.115%
32 7.103 414 417 424 rBV 3936151 4321226 38.90% 3.623%
33 7.229 426 428 433 rVV5 61615 132578 1.19% 0.111%
34 7.377 439 441 445 rVB3 70699 124021 1.12% 0.104%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample - H5180-05

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.515 449 453 458 rBV 2347766 3443017 30.99% 2.887%

36 8.235 513 516 519 rBV 1626304 1774891 15.98% 1.488%
37 8.566 542 545 549 rvv4 46056 129936 1.17% 0.109%
38 9.309 607 610 613 rBVY 5077565 6158429 55.43% 5.164%
39 9.435 618 621 623 rvVv 285688 423260 3.81% 0.355%
40 9.709 642 645 647 rBvV 123998 176425 1.59% 0.148%

41 9.995 666 670 672 rBV 1807921 2168595 19.52% 1.818%
42 10.783 736 739 743 rBV 2108664 2258759 20.33% 1.894%
43 10.898 747 749 753 rvv2 93032 154525 1.39% 0.130%
44 11.344 786 788 794 rvVB2 74307 128390 1.16% 0.108%
45 11.481 797 800 803 rBV 2182193 2019986 18.18% 1.694%

46 12.989 930 932 936 rVB 114185 142052 1.28% 0.119%
47 13.069 936 939 942 rBV 6711645 6618158 59.57% 5.549%
48 13.961 1015 1017 1020 rBV 112736 123402 1.11% 0.103%
49 14.121 1029 1031 1036 rVB 2114540 2521778 22.70% 2.115%
50 14.372 1051 1053 1055 rBV2 211827 148647 1.34% 0.125%

51 15.595 1157 1160 1163 rBV 1092341 1404862 12.65% 1.178%

Sum of corrected areas: 119259163
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101216\

BF090542.D

12 Oct 2016 18:21

UM/SsJ

H5180-05

17 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0!

Time--> 2.50

TIC: BF090542.D

5.24

3.83
4.02
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5.87

5 54
.- 58

m er IL

3.00 4.50 5.00 5.50

6.71
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6.7%.94

%

7.00

7237

7.50 8.00
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6000000

5000000

4000000

3000000

2000000

1000000

8.23

TIC: BF090542.D

9.31

10.78 11.48

9.99

9.43 491

1307

12.

0
Time-->

12.00

A
LI LI B

10.00 10.50

T
9.50 11.00 11.50

12.50

13.50
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5000000

4000000

3000000

1
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TIC: BF090542.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 9

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

3.26 43.97 ng 3442750 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 64
3 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 56
4 3-Heptanol 116 C7H160 000589-82-2 40
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 36

Abundance Scan 81 (3.263 min): BF090542.D (-75) (-) m/z 59.10 100.00%
59
5000
41 69 8

|| 7 53 101 3.00 3.20 3.40 3.60
| A N S RS RN PN« S m/z 87.10 29.20%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4478: 2-Butanol, 2,3-dimethyl-
59
5000

a1 3.00 3.20 3.40 3.60
69 87 m/z 69.10 22.17%

15
| 25/, \ | ||47 53 | \ 77 101
ok
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59

3.00 3.20 3.40 3.60

5000 m/z 41.10 19.49%
87
53 73 80 93
o) MRS S WIS/ FRREM 2. LR W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4459: 2-Pentanol, 2-methyl- B B S RaEa T E
59 300 3.20 3.40 3.60

m/z 43.10 17.82%

5000
45
87
31
39 ‘ 69 t_
0 1 Ll 53 ., \

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 2 2-Pentanol, 2-methyl- Concentration Rank 3

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

3.35 109.42 ng 8566930 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 78
2 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 53
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 50
4 2-Butanone. 3-ethoxvy-3-methvl- 130 C7H1402 036687-99-7 33
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 23

Abundance Scan 89 (3.354 min): BF090542.D (-83) (-) m/z 59.10 100.00%
99
5000 25
87
39 69 3.00 3.20 3.40 3.60
o..,....,....,....,|.|...,??~.-=,-....,...7?,....,....,...., m/z 45.10 38.97%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #4459: 2-Pentanol, 2-methyl-
59
5000
45 3.00 3.20 3.40 3.60
87 m/z 87.10 26 .65%
15 I \ “ 53 6?
0"I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I
m/z--> 10 20 30 50 60 70 80 90 100
Abundance
59
3.00 3.20 3.40 3.60
5000 m/z 43.10 19.80%
87
g A 69
15 46 53 101
e S S I I IS I SULIL LS SULILLS IULB N WU
m/z--> 10 30 50 60 70 80 90 100
Abundance #4490: Propane, 2-ethoxy-2-methyl-
59 3.00 3.20 3.40 3.60
m/z 41.10 14.11%
5000 g7
o i i 53 73 80 93
LRJUURELEREN UL SR FULELE IS SURLLEL SURBLLS SURBLES SURIL B AR R R
m/z--> 10 40 50 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 3-Pentanol, 3-methyl- Concentration Rank 2

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

3.83 136-32 ng 10672900 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 56
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 131 (3.834 min): BF090542.D (-123) (-) m/z 73.10 100.00%
7B
5000 55 //\
43 I S S
87 340 3.60 3.80 4.00 4.0
Oyt e 2% Tm/z 55.10  48.43Y%
m'z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4464: 3-Pentanol, 3-methyl-
73
5000 55 R UL UL UL I
3.40 3.60 3.80 4.00 4.20
- 41 m/z 43.10 23.06%
0 ...1.5|.U‘..‘l“.‘..lluu‘.‘.ll‘...|....|....|....|....|....|....
m'z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
73
340 360 3.80 4.00 4.20
5000 43 m/z 45.10 23.04%
58
S S S S UL WL B L WL L B
m'z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #785: Borane, dimethoxy-
7B 3.40 3.60 3.80 4.00 4.20
43 m/z 87.10 12.61%
s000,
29
0"W'lﬁh'ﬂ'”éz"“l""w"'l'“'l"'w""l“"l"“
m'z--> 0 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 2-Hexanone, 3-hydroxy-3,5-d... Concentration Rank 10

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

4._.46 42.16 ng 3300440 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone. 3-hvdroxv-3.5-dimethvl- 144 C8H1602 006321-14-8 78
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 72
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 40
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 40

Abundance Scan 186 (4.463 min): BF090542.D (-183) (-) m/z 59.10 100.00%
59 d
5000
3 101 420 4.40 4.60 4.80
83 : : : :
0....,....',||.'..-:l-;..7.1.,'....,'..1.1.4,....,....,....,....,2.0.7.. m/z 43.10 17.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20961: 2-Hexanone, 3-hydroxy-3,5-dimethyl-
59
5000 U S U L I
43 420 4.40 4.60 4.80
m/z 57.10 14.61%
101
0'"'w"'J”'“M'”"?i"J"'w""l'“'l""w"'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
420 4.40 4.60 4.80
5000 m/z 41.10 12.26%
43
27
. 15 4, 83 101 ..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13663: 3-Hexanol, 4-ethyl-
59 420 4.40 4.60 4.80
m/z 101.10 10.21%
5000
sg 41
T “ “ 70 g3 101
0"}?Iwk'wﬁ'”H"h'””"”"”I""P"'I'”'I"'W"" U R AU L I
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentanol, 1-methyl- Concentration Rank 16

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

4.50 20.06 ng 1570770 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 74
2 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 59
3 4-Hexen-3-ol 100 C6H120 004798-58-7 59
4 Oxirane. hexvl- 128 C8H160 002984-50-1 56
5 1-Penten-3-ol, 3-methyl- 100 C6H120 000918-85-4 53

Abundance Scan 189 (4.497 min): BF090542.D (-188) (-) m/z 71.10 100.00%
7
5000 43 58 &
85
420 4.40 4.60 4.80
Oy Sl SLl B8 7o | 100 T eg 10 47.28%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3891: Cyclopentanol, 1-methyl-
71
43
5000 %8
420 4.40 4.60 4.80
27 85 m/z 43.10 44 .27%
L B el sl e | 19 100
mz> 10 20 30 40 50 6 0 80 90 100
Abundance
71
420 440 460 480
5000 43 m/z 85.10 14.17%
27 57 85
0 15 37 51 65 79 100
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3790: 4-Hexen-3-ol
7 420 4.40 4.60 4.80
m/z 57.10 12.94%
5000 43
‘ 85
o..,.%%.,...‘M,»....‘H.. ,.\.».».,.??».‘,l..??_\..,....l??...,
m/z--> 10 20 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 2-Hexanol, 2-methyl- Concentration Rank 4

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

5.09 91.97 ng 7200260 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 74
2 Ethanol. pentamethvl- 116 C7H160 000594-83-2 72
3 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 50
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38

Abundance Scan 241 (5.091 min): BF090542.D (-236) (-) m/z 59.10 100.00%
59
5000
43 s T "B 5ho 5h0 540
o...,....,....,..??-,'.'.'..,“??':':i...‘??..??,.'...,....,|....,....,.. m/z 101.10 19.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2-methyl-
59 (?
5000
480 500 5.20 5.40
101 m/z 43.10 14 _.04%
1 4
0 "'I'%?'I"'“H“"'Htth'I?§Hhi"'§?""l§?"l""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
480 500 5.20 5.40
5000 m/z 45.10 11.60%
a1 83 101
0 "'I'”'I'%{'?%"'I""I§?"I'§§'T%"'I""I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8386: 2-Pentanol, 2,3-dimethyl-
59 4.80 500 5.20 5.40
m/z 41.10 11.13%
5000
43
oL B el s3 | 60 g7es 1L ge
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 unknown5.18 Concentration Rank 6

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

5.18 76.64 ng 6000470 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 43
2 Amvlene hvdrate 88 C5H120 000075-85-4 38
3 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 38
4 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 38
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 35

Abundance Scan 249 (5.183 min): BF090542.D (-245) (-) m/z 43.10 100.00%
43
59
5000
3 101
87
| Iull | 007 4.80 5.00 5.20 5.40 5.60
o} B O ———— L] A m/z 59.10 64.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4446: 3-Pentanol, 2-methyl-
50
5000 31 73 L R UL
4.80 5.00 5.20 5.40 5.60
T3 m/z 73.10 33.63%
0% '}?I""I""I' "'|§§ '}?%"' NI L S B B
m/z--> 20 0 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 5.60
5000 3 m/z 101.10 27.50%
31 43
87
R L I S L S S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4459: 2-Pentanol, 2-methyl- ‘V*!M‘Vvﬂf
50 4.80 5.00 5.20 5.40 5.60
m/z 87.10 17.72%
5000
45
21 87
0"}?Pt&'w”'VW'Y%I"'W""P"'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 3-Hexanol, 3-methyl- Concentration Rank 1

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

5.24 141.90 ng 11109600 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 3-methvl- 116 C7H160 000597-96-6 72
2 Ether. sec-butvl isopropvl 116 C7H160 018641-81-1 53
3 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 53
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 50
5 Hexane, 3-methoxy- 116 C7H160 054658-01-4 50

Abundance Scan 254 (5.240 min): BF090542.D (-251) (-) m/z 73.10 100.00%
7B
45
5000 55 87
101 HERE UL SR I I
39‘ 5.00 5.20 5.40 5.60
o,....,....,....,l....,...|.'|‘,3.1.‘??||:..??-.l.:,.?“?.,'....,H‘.‘.,.. m/z 45.10 58.72%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8361: 3-Hexanol, 3-methyl-
73
45
5000 27 87
55 5.00 5.20 5.40 5.60
101 m/z 87.10 44 _27%
0 ‘ 33 ‘ | 67 = \ 115
|"“|'“'|“"| 'W"”I'”'I”"P"W"”I'”'I”"P'
mz-> 10 20 30 40 50 80 90 100 110 120
Abundance
45
5.00 5.20 5.40 5.60
5000 m/z 55.10 41.42%
59 87
69 101 116
s R R R IR LA IS RS LS SRR RSN R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8394: 3-Pentanol, 2,3-dimethyl-
73 5.00 5.20 5.40 5.60
m/z 43.10 29.64%
55
5000 45 87
27
39
Oty ""|""|"§%|"'??""|' "}?}"'I""I"
mz-> 10 20 30 40 50 70 80 90 100 110 120 5.00 5.20 5.40 5.60

8270-BF101116-M Thu Oct 13 13:50:25 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6-Methyl-2-heptanol, methyl... Concentration Rank 8

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

5.81 47 .51 ng 3719770 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-2-heptanol. methvl ether 144 C9H200 1000365-52-0 50
2 2-Decanol. methvl ether 172 C11H240 1000333-83-9 45
3 2-Hexanol. methvl ether 116 C7H160 1000333-92-0 45
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 39
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 39

Abundance Scan 304 (5.812 min): BF090542.D (-300) (-) m/z 59.10 100.00%
50
5000
43 97
69 115 5.40 560 5.80 6.00 6.20
bl Wk 8 es 2060 “n/z 55.10  15.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59
5000
540 560 5.80 6.00 6.20
m/z 43.10 13.17%
o1 2 | 69 g 97 112 129 143
miz--> 20 40 60 8 100 120 140 160
Abundance
59
540 560 5.80 6.00 6.20
5000 m/z 97.10 11.65%
41
oL 15 29 69 83 97 111 125 140 157 171
miz--> 20 40 60 8 100 120 140 160
Abundance #8370: 2-Hexanol, methyl ether
59 540 560 5.80 6.00 6.20
m/z 41.10 10.82%
5000
43
m/z--> 20 40 60 80 100 120 140 160 ' 540 5.60 5.80 6.00 6.20

8270-BF101116-M Thu Oct 13 13:50:26 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 Cyclohexanol, 1-methyl- Concentration Rank 11

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

5.87 34.31 ng 2686260 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol., 1-methvl- 114 C7H140 000590-67-0 95
2 1.2-Dimethvlcvclopentanol 114 C7H140 019550-45-9 43
3 4-Hexen-3-ol. 2-methvl- 114 C7H140 004798-60-1 36
4 trans-2-Methvl-4-hexen-3-ol 114 C7H140 096346-76-8 33
5 1,5-Heptadiene-3,4-diol 128 C7H1202 051945-98-3 33

Abundance Scan 309 (5.869 min): BF090542.D (-307) (-) m/z 71.10 100.00%
!
5000
43 58
8t 9 5.60 5.80 6.00 6.20
114 : : : :
0..,....,....,...3?','.-...?.1-.'.-.',.‘.3?.,]...',|..??,9?..',....,.:..,.. m/z 43.10 28.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7530: Cyclohexanol, 1-methyl-
71
5000
43 5.60 5.80 6.00 6.20
%8 81 % m/z 58.10 27.18%
o5 % s s 65 | | o 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
71
43 5.60 5.80 6.00 6.20
5000 58 m/z 81.10 18.05%
o8 85
15 79 99 114
G R R R RS LS R RS SRS RN SARRN RS B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7529: 4-Hexen-3-ol, 2-methyl-
7 5.60 5.80 6.00 6.20
m/z 99.10 14.79%
5000
43
27 ‘ 53
0 37 159 65 |, 77 8389 97 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 2,2"-Bi-2H-pyran, octahydro- Concentration Rank 18

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

5.90 14.50 ng 1135480 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-Bi-2H-pvran. octahvdro- 170 C10H1802 016282-29-4 53
2 Tetrahvdrofuran. 2-ethvl-5-methvl- 114 C7H140 000931-39-5 53
3 1.2.6-Hexanetriol 134 C6H1403 000106-69-4 50
4 2-Methvlbutanoic anhvdride 186 C10H1803 001468-39-9 47
5 3,5-Octanedione, 2,2,4,7-tetrame... 198 C12H2202 1000161-72-3 45

Abundance Scan 312 (5.903 min): BF090542.D (-311) (-) m/z 85.10 100.00%
85
5000 >
43 T‘
5.60 5.80 6.00 6.20
ol AL he7 wa 207 sy 7.0 51.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37957: 2,2'-Bi-2H-pyran, octahydro-
85
5000
5.60 5.80 6.00 6.20
o9 43 5767 m/z 67.10 31.22%
0.,....,H....,....,.‘..??..1.1.4,.1.29.,....,.1.69.
m/z--> 80 100 120 140 160 180 200
Abundance
85
41 5.60 5.80 6.00 6.20
5000 o7 m/z 72.10 31.12%
55
99 113
G T U S S WL L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15087: 1,2,6-Hexanetriol
85 5.60 5.80 6.00 6.20
57 m/z 43.10 25.96%
5000 67
0 4\5 m‘ ‘ 1 Al 1(\)3114
m/z--> 20 40 6|O 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 3-Heptanol, 3-methyl- Concentration Rank 13

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

6.27 27.98 ng 2190950 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3-methvl- 130 C8H180 005582-82-1 83
2 3.4-Dimethvl-3-hexanol 130 C8H180 019550-08-4 45
3 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 42
4 3-Methoxv-4-methvlheptane 144 C9H200 1000375-01-3 37
5 3-Heptanol, 2,4-dimethyl- 144 C9H200 019549-72-5 36

Abundance Scan 344 (6.269 min): BF090542.D (-341) (-) m/z 73.10 100.00%
7B
5000 55
101
43
|| o5 83 ‘ 115 120 6.00 6.20 6.40 6.60
Ol e el e e L 0L L1129 Tas5 B8 10 43.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13687: 3-Heptanol, 3-methyl-
73
5000
43 6.00 6.20 6.40 6.60
27 101 m/z 101.05 31.47%
LB ] o e Pa i
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
55 6.00 6.20 6.40 6.60
5000 m/z 43.10 20.93%
45
15 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13728: 3-Hexanol, 3,5-dimethyl-
73 6.00 6.20 6.40 6.60
m/z 45.10 19.22%
43
5000
55
21 101
83
brerreior e B sl T es | TP 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 Cyclohexanol, 1,3-dimethyl-_._._. Concentration Rank 19

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

6.33 10.53 ng 824607 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 1.3-dimethvl-. cis- 128 C8H160 015466-94-1 90
2 2.6-Octadiene-4.5-diol. 4-methvl- 156 C9H1602 056335-74-1 28
3 2.2-Dimethvilvalerovl chloride 148 C7H13CIO 015721-22-9 27
4 2H-Pvran. tetrahvdro-2-I2-(methy... 182 C11H1802 107616-98-8 25
5 Silane, ethenylethyldimethyl- 114 C6H14Si 018163-06-9 25

Abundance Scan 349 (6.326 min): BF090542.D (-348) (-) m/z 85.10 100.00%
g5
71
5000 43
95
58 113
6.00 6.20 6.40 6.60
o..,....,....,....,....',h...‘?%.'.l,...|.-'i:...,..!.,..:.,....,'.|...,..1.?,8....,. m/z 71.10  55.35%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12631: Cyclohexanol, 1,3-dimethyl-, cis-
85
43 71
5000
- 95 113 6.00 6.20 6.40 6.60
97 ‘ m/z 43.10 42 _.87%
0 ”I"”I'”'I'“M“'”'“lm'I”inu'”hul”'l'd'l'”'%gq"”"I“%??”"P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
85
6.00 6.20 6.40 6.60
5000 M 71 m/z 95.05  35.50%
55
o 97
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #23063: 2,2-Dimethylvaleroyl chloride
4 856 6.00 6.20 6.40 6.60
m/z 58.10 25.25%
5000
27 57
Joa 1 el %7 | e 106 119 a3
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 6-Methyl-hept-2-en-4-ol Concentration Rank 20

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

6.37 9.97 ng 780174 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-hept-2-en-4-ol 128 C8H160 083212-30-0 50
2 2.4-Dimethvl-1-penten-3-ol 114 C7H140 019781-54-5 50
3 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 46
4 2-Hexen-1-ol. 3-methvl-. (E)- 114 C7H140 030801-96-8 40
5 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 39

Abundance Scan 353 (6.372 min): BF090542.D (-352) (-) m/z 71.10 100.00%
7
5000
43 57 81 99
113 6.00 6.20 6.40 6.60 6.80
o.,....,....I,'....?l.-.'.|!,.‘?“?-.-!I...~,|..|..,??|..|,....,.'...,..???.... m/z 43.10 23.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12553: 6-Methyl-hept-2-en-4-ol
71
5000
43 6.00 6.20 6.40 6.60 6.80
57 o m/z 99.10 20.10%
0 2 37‘M‘ 5L |, 65 ., 77 | 9102 113 128
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
71
43 6.00 6.20 6.40 6.60 6.80
5000 m/z 72.10 17 .44%
57
. 27 51 65 81 99 114
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7465: 3-Methoxyhex-1-ene
7 6.00 6.20 6.40 6.60 6.80
m/z 57.10 13.29%
5000
oz a % e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 unknown6.71 Concentration Rank 12

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

6.71 29.53 ng 2311750 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 383 (6.715 min): BF090542.D (-381) (-) m/z 132.00 100.00%
132
5000 68 *
40 5 5|9 “ 5 g, | 10459, 6.40 6.60 6.80 7.00
O e S . A e m/z 68.10 47 .16%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00
78 m/z 134.00 31.93%

31 4 ‘
0 ‘ 1 H I 1
L o e R R R a s n e s R R s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
_l_l_l—rl_l_l_l—rl_l'

6.40 6.60 6.80 7.00
5000 m/z 66.05 28.37%

104

66
7T g9 o7 115

14 27 37 4451 5

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal AR B RamEE R
132 6.40 6.60 6.80 7.00
m/z 69.10 21.92%
5000 67
41 97
53 117
Ohrrregrrr A UL 20 ) sos e L
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:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090542.D

Aca On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample : H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 3-Heptanol, 3,6-dimethyl- Concentration Rank 15

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

6.79 21.73 ng 1701080 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 53
2 3-Heptanol. 3.5-dimethvl- 144 C9H200 019549-74-7 28
3 3-Dodecanol. 3.7.11-trimethvl- 228 C15H320 007278-65-1 23
4 3-Octanol. 3-methvl- 144 C9H200 005340-36-3 20
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 17

Abundance Scan 390 (6.795 min): BF090542.D (-386) (-) m/z 73.05 100.00%
73
5000 55
43 97
I| s | 115 59 6.40 6.60 6.80 7.00 7.20
o e e M/Z 55.10  40.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21149: 3-Heptanol, 3,6-dimethyl-
73
5000 55
6.40 6.60 6.80 7.00 7.20
97 115 m/z 43.10 23 .56%
I
0"'I”"I'”'I"'W""P"'I'h'l"'W""P"'I'”'I
m/z--> 80 100 120 140 160 180 200
Abundance
73
6.40 6.60 6.80 7.00 7.20
5000 55 m/z 97.05 19.63%
97 115
15 85 129
G L L UL I WAL WL IS S S RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84611: 3-Dodecanol, 3,7,11-trimethyl-
73 6.40 6.60 6.80 7.00 7.20
m/z 71.10 18.38%
5000
43 g5
m/z--> 2'0 4'0 ' 8IO 100 150 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101216\
Data File : BF090542.D

Acq On : 12 Oct 2016 18:21

Operator : UM/SJ

Sample - H5180-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Butanol, 2,3-di... 3.26 44 .0 ng 3442750 1 6.94 1565830 20.0
2-Pentanol, 2-met... 3.35 109.4 ng 8566930 1 6.94 1565830 20.0
3-Pentanol, 3-met... 3.83 136.3 ng 10672900 1 6.94 1565830 20.0
2-Hexanone, 3-hyd... 4.46 42.2 ng 3300440 1 6.94 1565830 20.0
Cyclopentanol, 1-... 4.50 20.1 ng 1570770 1 6.94 1565830 20.0
2-Hexanol, 2-methyl- 5.09 92.0 ng 7200260 1 6.94 1565830 20.0
unknown5.18 5.18 76.6 ng 6000470 1 6.94 1565830 20.0
3-Hexanol, 3-methyl- 5.24 141.9 ng 11109600 1 6.94 1565830 20.0
6-Methyl-2-heptan. .. 5.81 47.5 ng 3719770 1 6.94 1565830 20.0
Cyclohexanol, 1-m... 5.87 34.3 ng 2686260 1 6.94 1565830 20.0
2,2"-Bi-2H-pyran, . .. 5.90 14.5 ng 1135480 1 6.94 1565830 20.0
3-Heptanol, 3-met... 6.27 28.0 ng 2190950 1 6.94 1565830 20.0
Cyclohexanol, 1,3... 6.33 10.5 ng 824607 1 6.94 1565830 20.0
6-Methyl-hept-2-e... 6.37 10.0 ng 780174 1 6.94 1565830 20.0
unknown6.71 6.71 29.5 ng 2311750 1 6.94 1565830 20.0
3-Heptanol, 3,6-d... 6.79 21.7 ng 1701080 1 6.94 1565830 20.0
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