LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48 Instrument :

Operator : JU gll\:gﬁ't:Sam leld :

3§mple X K6329-01 12%1&CAEOMP
isc :

ALS Vial : 15 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-BF120619 .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 2.122 3 6 21 rVB 295715 373528 11.40% 1.238%
2 4.916 473 481 487 rVB 29832 38266 1.17% 0.127%
3 5.069 503 507 515 rBV 421987 524852 16.02% 1.740%
4 5.269 535 541 544 rBV2 40011 46044 1.41% 0.153%
5 5.481 573 577 580 rBY 2716876 2457649 75.01% 8.146%
6 5.628 599 602 607 rBV3 35149 50101 1.53% 0.166%
7 5.716 612 617 625 rVB2 28779 41103 1.25% 0.136%
8 5.881 643 645 648 rVB 43015 38580 1.18% 0.128%
9 6.016 663 668 672 rVB3 50236 64679 1.97% 0.214%
10 6.104 678 683 690 rBVY2 108071 147823 4_.51% 0.490%
11 6.298 710 716 718 rBV4 39681 57375 1.75% 0.190%
12 6.351 723 725 728 rVB 44118 39077 1.19% 0.130%
13 6.393 728 732 737 rBV3 58311 87709 2.68% 0.291%

14 6.498 744 750 758 rBV 2553638 2796318 85.34% 9.269%
15 6.634 768 773 776 rBV 3186923 2901814 88.56% 9.618%

16 6.857 808 811 818 rVB 875681 778400 23.76% 2.580%
17 7.016 833 838 841 rBV 2817601 2335035 71.26% 7.740%

18 7.134 855 858 861 rvB2 44732 45033 1.37% 0.149%
19 7.257 873 879 881 rBv4 28827 38951 1.19% 0.129%
20 7.422 903 907 916 rVB 1631695 1693336 51.68% 5.613%
21 7.504 916 921 924 rVB5 33937 50559 1.54% 0.168%
22 8.145 1025 1030 1036 rBV 1080159 934622 28.52% 3.098%
23 8.204 1036 1040 1043 rvB2 28155 41028 1.25% 0.136%

24 9.228 1209 1214 1217 rBV 3940841 3276563 100.00% 10.860%
25 9.622 1277 1281 1290 rBV 148154 143889 4_.39% 0.477%

26 9.910 1326 1330 1338 rBV 1208351 1039888 31.74% 3.447%
27 10.704 1461 1465 1475 rBV 2174232 1987988 60.67% 6.589%
28 11.404 1580 1584 1587 rBV 1003853 911155 27.81% 3.020%
29 11.922 1667 1672 1680 rBV2 223740 268120 8.18% 0.889%
30 12.621 1788 1791 1796 rBV 97927 98348 3.00% 0.326%

31 12.716 1803 1807 1812 rBV2 56229 76358 2.33% 0.253%
32 12.851 1825 1830 1834 rBV 88559 106260 3.24% 0.352%
33 12.992 1850 1854 1857 rBV 3183694 2763463 84.34% 9.160%
34 13.216 1888 1892 1895 rVB3 41936 46678 1.42% 0.155%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

3?22'6 i K6329-01 121619-CA-COMP
ALS Vial : 15 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-BF120619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.563 1947 1951 1954 rBV 55197 66412 2.03% 0.220%

36 13.886 2002 2006 2017 rBV 437149 574303 17.53% 1.904%
37 14.057 2030 2035 2038 rBV 872410 850483 25.96% 2.819%
38 14.210 2058 2061 2068 rBV 97047 105284 3.21% 0.349%
39 14.515 2110 2113 2121 rVB2 140686 216112 6.60% 0.716%
40 14.821 2162 2165 2169 rVB 139414 156963 4._.79% 0.520%

41 14.904 2176 2179 2185 rVB2 54680 65808 2.01% 0.218%
42 15.168 2220 2224 2228 rVB 188455 202270 6.17% 0.670%
43 15.551 2284 2289 2299 rBV2 606524 961109 29.33% 3.186%
44 16.004 2361 2366 2372 rVB 179690 262838 8.02% 0.871%
45 16.068 2374 2377 2388 rVB7 47674 92894 2.84% 0.308%

46 16.521 2449 2454 2459 rBV2 102185 170900 5.22% 0.566%
47 17.127 2553 2557 2566 rVB4 66171 143820 4_.39% 0.477%

Sum of corrected areas: 30169788
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator :© JU

Sample : K6329-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

121619-CA-COMP

Abundance TIC: BF118238.D

3500000
3000000
5.48
2500000
2000000
1500000

1000000

5.07

4.92A 5.27 |

500000}

6.63

7.02
6.50

6.86

7.42

LLl%?G 7.50

0

Time--> 4.50 5.50 6.00

| 5.69725,88.6710 6@%

7.00

T
7.50

Abundance TIC: BF118238.D

3500000

3000000

2500000
10.70

2000000

1500000
9.91

8.15 11.40

1000000

500000
9.62

0

11.92

126242,

12.99

85| 13.22

10.00

10.50

T
Time--> 9.50 11.00 11.50

12.00 12.50

13.00

Abundance TIC: BF118238.D

3500000
3000000
2500000
2000000
1500000

1000000 14.06

15.55

500000
17.13

0

17.00

T
13.50 14.00 14.50

15.00 16.50

15.50 16.00

Time-->

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5

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

2.12 9.60 ng 373528 1,4-Dichlorobenzene-d4 6.86
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-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (2.122 min): BF118238.D (-3) (-) m/z 73.05 100.00%
7B

5000
43

—

55 87

| 220 2.30 2.40 2.50
"I""I'"'I""Illl'l"l""'I'"'Il'l"I""I'"'I""I""I""I""I""I"' m/z 43.10  35.32%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
B
5000 LI L L L L L LB L B}
43 55 2.20 2.30 2.40 2.50
7 87 m/z 87.05 28.77%
S R N N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
8B
87 B AR n o
2.20 2.30 2.40 2.50
5000 41 55 m/z 55.10 25.46%
29 H
L Lol | o7 w2 190

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
3

i

2,20 2.30 2.40 2.50
m/z 41.10 12.01%

5000

>

45 59
29
15 Ll \ 87 103 130 147

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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-Acetoxyisobutyryl chloride Concentration Rank 4

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

5.07 13.49 ng 524852 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetoxvisobutvrvl chloride 164 C6HOCIO3 040635-66-3 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25

Abundance Scan 507 (5.069 min): BF118238.D (-503) (-) m/z 43.00 100.00%
43
59
5000
101
51, 69 83 111 4.80 500 5.20 5.40
rerprrerpreereee e Sl e e M/Z 59.00  59.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #33998: 2-Acetoxyisobutyryl chloride
43
5000 R LR S IR
° 101 4.80 500 5.20 5.40
S m/z 101.00 24 _47%
s 51 69 77 86 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
480 500 520 540
5000 m/z 58.00 14 .93%
59
101
27 36 | 51 | 67 768 o1 ]
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl- AR o AR RERE
50 4.80 500 5.20 5.40

m/z 41.05 11.88%

5000

101
41

31
15 11l \‘H 51, 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\

Data Path :

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48
Operator : JU

Sample - K6329-01

Misc :

ALS Vial :

Quant Method
Quant Title

15 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane,

3,6-dimethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.10 3.80 ng 147823 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 59
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 50
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 50

Abundance

5000

Scan 682 (6.098 min): BF118238.D (-678) (-)

5

43

7
71

85 o5 113

m/z-->

10 20 30 40 50

60 70 80 90 100 110 120 130 140

Abundance

5000

#19185: Octane, 3,6-dimethyl-

5

43

29

7

71

113
85 g9 127 142

m/z-->

10 20 30 40 50

60 70 80 90 100 110 120 130 140

Abundance

5000

#19
5

43

27
L, 36 N

194: Octane, 2,6-dimethyl-
7

71

113
‘ 85 98 | 127 142

m/z-->

10 20 30 40 50

60 70 80 90 100 110 120 130 140

Abundance

5000

#19167: Nonane, 3-methyl-

5

43

29
15 \‘ Ll Il

7
71

112
85 98 | 127 142

m/z-->

10 20 30 40 50

60 70 80 90 100 110 120 130 140

m/z 57.10 100.00%

5.80 6.00 6.20 6.40

m/z 71.10 67 .15%

A
LIS L L L L B L L L B

5.80 6.00 6.20 6.40

m/z 43.05 51.44%

5.80 6.00 6.20 6.40

m/z 41.05 47 .33%

5.80 6.00 6.20 6.40

m/z 56.10 33.12%

5.80 6.00 6.20 6.40

8270-BF120619.M Wed Dec 18 16:00:28 2019

121619-CA-COMP

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1R,2c,3t,4t-Tetramethyl-cyc... Concentration Rank 16

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

6.39 2.25 ng 87709 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R.2c.3t.4t-Tetramethvl-cvclohexane 140 C10H20 1000144-07-3 81
2 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 72
3 cis-3-Decene 140 C10H20 019398-86-8 62
4 1-Octene. 3.7-dimethvl- 140 C10H20 004984-01-4 49
5 Cyclopentane, butyl- 126 C9H18 002040-95-1 49

Abundance Scan 732 (6.393 min): BF118238.D (-728) (-) m/z 69.10 100.00%
6o
55
a1 125
5000
83 111
|| 97 140 6.00 6.20 6.40 6.60 6.80
adl

..,....,....,....LI...,.'...,...:,|....,....,...'.,....-,....,...-.,....:...., m/z 55.00 71.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18052: 1R,2c,3t,4t-Tetramethyl-cyclohexane

69

56

5000 IIIIIIIIIIIIIIIIIIIIIIII
83 6.00 6.20 6.40 6.60 6.80

m/z 125.10 62.78%

111 494 140

A
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41 6
55
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 60.73%
125
29 83
‘ ‘ ‘ 97 111 140
”““q.”w”.w””,Mu“.ﬁm”.ﬁ”w.dw”.¢“”,”h“.”L”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17942: cis-3-Decene
a4 55 6.00 6.20 6.40 6.60 6.80
69 m/z 41.05 59.18%
5000
29 140
‘ 84 97
111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 74.56 ng 2901810 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
2 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF118238.D (-768) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 . . : : .
Qrer |sus ) Tn/z 68.05  38.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 RS S SN S
6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.82%
8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 25.85%
I'"'I'"'I""I""I""I"'I""I""I""
m/z--> 20 40 80 100 120 140 160 180 I
Abundance #14105. Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e REREE aEmmE A D
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.29%
117
5000
29 91
GO W
| N | ! . \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.89 ng 268120 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 1672 (11.922 min): BF118238.D (-1667) (-) m/z 73.00 100.00%
3 78
5000 129
97 213 LN BB UL I L UL
U5 1 43157171185 o 297 256 11.60 11.80 12.00 12.20
m/z 43.05 91.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 kVMMJWJ&MNWAAN
5000 129 IR BN U DR
11. 60 11. 80 12. 00 12 20
m/z 60.00 80.44Y%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73

11.60 11.80 12.00 12.20
m/z 55.00 68.84%

5000
29
s |
,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid e
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 66.23%
5000 129
29 171
115
214
| | T } ‘ 143157 ‘ 185
B Y1 v N o e W e
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.89 13.51 ng 574303 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 2007 (13.892 min): BF118238.D (-2002) (-) m/z 57.10 100.00%
g7
83
5000 111
SRR SR SR B
139 168 13.60 13.80 14.00 14.20
A7 8 106 234 280 m/z 43.10 86.12%
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000 SRR SR SR B
13.60 13.80 14.00 14.20
29 125 m/z 83.10 74.71%
| |1) ,154 182 210 238 23 384
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.10 69.26%
29
Il ‘ | 139 167 106 238 266 208
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e
57 83 13.60 13.80 14.00 14.20
m/z 97.10 66.31%
29 139
e ‘l \ I » | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.48 ng 105284 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 87
Abundance Scan 2061 (14.210 min): BF118238.D (-2058) (-) m/z 57.05 100.00%
57
5000
99 13.80 14.00 14.20 14.40 14.60
41 100211 248 . . . . )
AL et e Wz 71.10  74.51%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

13.80 14.00 14.20 14.40 14.60
m/z 43.10 63.98%

5000

2 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
R ma s s
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 53.73%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane L B
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 27.08%

5000

99
/| [ 141 183 225 267 309 367

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. 00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .52 5.08 ng 216112 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2114 (14.521 min): BF118238.D (-2110) (-) m/z 57.10 100.00%
g7
85
5000

111 e

m/z 43.10 73 .95%

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

Abundance #141426: Heneicosane
57
85
5000 LA L L L L L B LB L |
14.20 14.40 14.60 14.80
29 m/z 71.10 72.35%
| ] Ji ] L. 141 169 197 225 253 2%
e L R e EL A a a  o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
R RARREEEEE RS
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 60.09%
113
290 44 J L uY]t 169189211 239 267 295 323 352
e e . A e et LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane AR e R RR
57 14.20 14.40 14.60 14.80
m/z 55.05 40.58%
5000 85
113
29“‘ j“ 141 169 197 225 267 295 365 393
L e e T T B BT e e e o e et AR R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.27 ng 156963 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2165 (14.821 min): BF118238.D (-2162) (-) m/z 57.10 100.00%
57
85
5000
141 168 14.60 14.80 15.00 15.20
~ J,I y l| l A QUBT207T227 253 283 3% | m/z 43.10 76.56%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LR LIS BRI BUELE R
Mmmmmmmm
29 m/z 71.10 67.96%
0 | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
o "' 14,60 14.80 15.00 15.20
5000 m/z 85.10 56.90%
29 113
ULy 41 169 197 225 253 206
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #194499: Eicosane, 7-hexyl-  E  BREmmEEs e
57 14.60 14.80 15.00 15.20
m/z 55.10 21.79%
5000 85
I1d 1ﬁ3 141 182 211 p5p 281 3pg 337
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1480 1500 1520

8270-BF120619.M Wed Dec 18 16:00:31 2019 Page: 13



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
BF118238.D

17 Dec 2019 20:48
Ju

K6329-01

15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.17 4.21 ng 202270 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 2224 (15.168 min): BF118238.D (-2220) (-) m/z 57.10 100.00%
57
85
5000
113 480 1500 1520 1540
141 169 197 225 14.80 15.00 15.20 15.40
— | --ll '1 e SE245207289 323 36 | “jm/z 71.05  76.91%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 R UL SR UL IS B
14.80 15.00 15.20 15.40
m/z 43.10 68.41%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.80 15.00 15.20 1540
5000 85 m/z 85.05 62.46%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- L i o
57 14.80 15.00 15.20 15.40
m/z 41.10 24 . 75%
5000 85
113
B e A VI I S S
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF120619.M Wed Dec 18 16:00:32 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane, 11-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.00 5.47 ng 262838 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 91
4 Tetracontane 563 C40H82 004181-95-7 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91

Abundance Scan 2365 (15.998 min): BF118238.D (-2361) (-) m/z 57.10 100.00%

g7

:

85
5000
113
141 169 197 225 266 295 15.60 15.80 16.00 16.20 16.40
,....,.-..1.11,91.4..,....,.... | m/z 71.10  72.17%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5000 TT T T[T T I T [T T T T[T T TT[TT

15.60 15.80 16.00 16,20 16.40
m/z 43.05 60.26%

141 169 197 225 253 296

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

g

15.60 15.80 16.00 16.20 16.40

5000 85 m/z 85.05 54 _.90%
113
29| ‘ |l 77,141 169 197 225 267 295 365 393
e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl- e o
57 15.60 15.80 16.00 16.20 16.40

m/z 55.05 25.19%

5000 85

29 295

[ 1) 3241 160 197 205 266 H 323 435

m/z--> 0 50 100 150 200 250 300 350 400 15. 60 15. 80 16 00 16. 20 16. 40

8270-BF120619.M Wed Dec 18 16:00:32 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121719\

Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator : JU

ﬁ?ggle i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.52 3.56 ng 170900 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
3 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2454 (16.521 min): BF118238.D (-2449) (-) m/z 57.10 100.00%
g7
5000 ULM
127 16.20 16.40 16.60 16.80
155 197 239
...3.,. 180197 218 263 295 341 /7 71.10 75 910
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
85
5000 SN IR IR
16.20 16.40 16.60 16.80
m/z 43.10 59.44Y%
29 113
P4 b |77 %41 169 197 225 p53 296
m/z--> 50 160 150 200 2éo 360
Abundance #129502: Nonadecane, 9-methyl-
57
a5 16.20 16.40 16.60 16.80
5000 m/z 85.10 54 _.06%
140
113 168
_ .3"' | u l ooy | 211 238 267 S LWMWMMNWNMM,LJ\mh+wﬁquﬂwwﬂ
m/z--> 50 100 150 200 250 300
Abundance #83043: Pentadecane, 2-methyl- e A RERREEESE L
43 16.20 16.40 16.60 16.80
m/z 99.00 22.27%
| L”wmmwmwmﬂkmmwwwvww
5000
99 183
127
T "||'L a '% “" "‘%5? "J' |2}1" ALY DU SN AR SRR
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118238.D

Aca On : 17 Dec 2019 20:48

Operator :© JU

Sample : K6329-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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-Bromotetradecane Concentration Rank 13

121619-CA-COMP

R.T. EstConc Area Relative to ISTD R.T.
17.13 2.99 ng 143820 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 64
2 Triacontane 422 C30H62 000638-68-6 64
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Pentacosane 352 C25H52 000629-99-2 59

Abundance Scan 2557 (17.127 min): BF118238.D (-2553) (-) m/z 57.10 100.00%
7
5000
36 169 195 231253 278 16,80 17.00 17.20 17.40
m/z 71.10 78.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane
57
85
5000 L DA BRI BRI UL
mmﬂmﬂmﬂm
29 13 m/z 43.10 64 .91%
| l 141 197
..I.l.|.'JII.l..|....'|........|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
16,80 17.00 17.20 17.40
5000 85 m/z 85.10 44.75%
118 141
29 | | A | T 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R AEmEEEE L
57 16.80 17.00 17.20 17.40
m/z 99.00 27 .31%
5000 g5
29 113
J ‘ ‘ ‘ ” | J141 183 211 253 282
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(')0 16. 80 17. 00 17. 20 17'40 '

8270-BF120619.M Wed Dec 18 16:00:33 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121719\

Data File : BF118238.D

Acg On : 17 Dec 2019 20:48

Operator : JU

3?22'6 i K6329-01 121619-CA-COMP
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.12 9.6 ng 373528 1 6.86 778400 20.0
2-Acetoxyisobutyr. .. 5.07 13.5 ng 524852 1 6.86 778400 20.0
Octane, 3,6-dimet... 6.10 3.8 ng 147823 1 6.86 778400 20.0
1R,2c,3t,4t-Tetra. .. 6.39 2.3 ng 87709 1 6.86 778400 20.0
unknown6 .63 6.63 74.6 ng 2901810 1 6.86 778400 20.0
n-Hexadecanoic acid 11.92 5.9 ng 268120 4 11.40 911155 20.0
Pentafluoropropio... 13.89 13.5 ng 574303 5 14.06 850483 20.0
Heneicosane 14.21 2.5 ng 105284 5 14.06 850483 20.0
Pentacosane 14_.52 5.1 ng 216112 5 14.06 850483 20.0
Octacosane 14.82 3.3 ng 156963 6 15.54 961109 20.0
2-methyloctacosane 15.17 4.2 ng 202270 6 15.54 961109 20.0
Heneicosane, 11-d... 16.00 5.5 ng 262838 6 15.54 961109 20.0
Nonadecane, 9-met... 16.52 3.6 ng 170900 6 15.54 961109 20.0
2-Bromotetradecane 17.13 3.0 ng 143820 6 15.54 961109 20.0
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