LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_G\METHODS\8270-BG030419_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 height area % max. total
1 3.196 12 18 26 rBV 224342 400089 14.22% 2.863%
2 3.266 26 30 41 rVB 429220 603115 21.44%  4.315%
3 4.588 251 255 266 rVvB3 18802 35771 1.27% 0.256%
4 5.681 435 441 449 rBvV 279277 458031 16.28% 3.277%
5 5.751 449 453 463 rVB2 16140 37703 1.34% 0.270%
6 7.285 701 714 728 rBY 195140 373919 13.29% 2.675%
7 7.666 771 779 786 rBY 518864 895341 31.83% 6.406%
8 8.136 852 859 869 rBvY 119068 205112 7.29% 1.468%
9 8.459 908 914 921 rBV 410219 731224 25.99% 5.232%
10 8.506 921 922 932 rVB 25666 31110 1.11% 0.223%
11 9.317 1052 1060 1068 rBV 406931 724385 25.75% 5.183%
12 9.758 1128 1135 1144 rBV6 14140 30776 1.09% 0.220%
13 10.956 1333 1339 1348 rVB 173255 306822 10.91% 2.195%
14 11.361 1400 1408 1420 rBV8 11265 33280 1.18% 0.238%
15 11.773 1470 1478 1483 rBV6 18607 53849 1.91% 0.385%
16 12.818 1650 1656 1663 rBV3 25437 44140 1.57% 0.316%
17 13.388 1745 1753 1764 rBV 1129837 1758391 62.51% 12.581%
18 14.375 1916 1921 1932 rBV8 12274 35752 1.27% 0.256%

19 14.763 1979 1987 1995 rBV2 299906 485814 17.27% 3.476%
20 16.249 2234 2240 2254 rBV 920777 1442961 51.29% 10.324%

21 17.506 2444 2454 2461 rBV2 389216 626532 22.27% 4.483%
22 18.358 2594 2599 2608 rBV3 42809 74814 2.66% 0.535%
23 19.621 2809 2814 2819 rBV6 18873 31483 1.12% 0.225%
24 20.102 2890 2896 2902 rBV 2164250 2813130 100.00% 20.127%
25 21.794 3177 3184 3193 rVB2 409667 700878 24.91% 5.015%

26 22.558 3309 3314 3319 rBV2 23981 38306 1.36% 0.274%
27 23.263 3430 3434 3441 rVB 31761 58284 2.07% 0.417%
28 24.097 3569 3576 3584 rVB2 36855 83313 2.96% 0.596%
29 25.078 3736 3743 3746 rBV3 35562 76489 2.72% 0.547%
30 25.149 3746 3755 3768 rvB2 227851 662374 23.55% 4_.739%
31 26.247 3934 3942 3951 rVB6 24193 71512 2.54% 0.512%
32 27.651 4170 4181 4190 rBV9 14319 52024 1.85% 0.372%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 13976724
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\

BG040145.D

26 Mar 2019 10:52

JussJ

K2059-08

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

3.27
8.20

500000

TIC: BG040145.D

7.67

8.46 9.32
5,68 7.28
i 8.14

4 59 .75 .51 9.76

10.96

11. 36 11.77 12.8.

0
Time-->

3.50 400 450 500 550 600 650 700

750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

TIC: BG040145.D

13.39

16.25

17.51
14.76

18.36

A
T T T

19.62

14.37

20110

21.79

22.56

0
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2000000

1500000

1000000

500000

2326

TIC: BG040145.D

25.15

24.10 2§A§3 26.25 27.65

0=

Time-->

A\
LN B B e S B B e O B N B B B B O N N N B N B D B B B D S B B B B

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.27 58.81 ng 603115 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 35
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (3.272 min): BG040145.D (-26) (-) m/z 73.15 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60 3.70
o...,....,....,...3.3,|:.|..5,°.~.‘..ﬁo..??,|.:..,....,....,... m/z 43.15 43.86%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
55 87 m/z 55.15 30.07%
0 Pa o w
HL UL SN SRR SRR SUBLELS SURLLEL UL SRR IR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 87.20 26.19%
29
15 67 97
e L S U S L SR S S S L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.15 12.19%
5000 43 87
15 72
bt 3 82 8
m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 3 Cyclopentanone Concentration Rank 7

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

4._.59 3.49 ng 35771 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 52
2 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 47
3 2-Ethylacrolein 84 C5H80 000922-63-4 46
4 2-Hexene 84 C6H12 000592-43-8 43
5 2-Hexene, (2)- 84 C6H12 007688-21-3 43

Abundance Scan 255 (4.588 min): BG040145.D (-251) (-) m/z 55.15 100.00%
56
5000 41
84
| | 50 71 95 420 4.40 4.60 4.80 5.00
o s | T Y S R m/z 41.15 46.39%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1401: Cyclopentanone
55
28
5000 41 84
420 4.40 4.60 4.80 5.00
m/z 84.05 33.34%
15 ‘ \\‘\ I 59\
P L U S UL UL IR SU LIS UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55
o 420 440 460 480 500
5000 39 84 m/z 56.15 31.57%
69
N I O AN N %
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1404: 2-Ethylacrolein
55 420 4.40 4.60 4.80 5.00
84 m/z 39.15 19.93%
5000 o9 39
50
o S 1| — ff..lhl 1oL, .??... SN
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 4 1,3-Cyclopentadiene, 5-(1-m... Concentration Rank 5

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

5.75 3.68 ng 37703 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91
2 p-Xylene 106 C8H10 000106-42-3 90
3 o-Xylene 106 C8H10 000095-47-6 87
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 87
5 Ethylbenzene 106 C8H10 000100-41-4 64

Abundance Scan 453 (5.751 min): BG040145.D (-449) (-) m/z 91.15 100.00%
dq1
106
5000
40 S -
|| 5|1 58 65 7|7 83 540 560 580 6.00
0..“..w..”,.”.,:h.,H.!H.bw.n.ﬂu.”u:”.,m.h“.. m/z 106.15 57.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5117: 1,3-Cyclopentadiene, 5-(1-methylethylidene)-
91
106
A
5000 IR R R L
5.40 5.60 5.80 6.00
0,
. 39 51 65 77 m/z 105.15 25.50%
S A~ - SN - T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
540 560 580 600
5000 106 m/z 40.15 24 _.73%
39 51 77
I O N 200 BRI W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: 0-Xylene B B
il 5.40 5.60 5.80 6.00
m/z 51.15 15.61%
5000 106
51 7
o 15 2t Pyl B e | e ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 5 unknown7.67 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.67 87.30 ng 895341 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 780 (7.672 min): BG040145.D (-771) (-) m/z 132.15 100.00%
5000 68
40 54 g ‘l (LI 6 104 7.40 7.60 7.80 8.00
e L NN VNN || M m/z 68.15 41.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L L L L L B LB
7.40 7.60 7.80 8.00
2 78 m/z 134.15 33.60%
38 44
1 | L
o NN 1 ST O N | N 1 R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
—— e
7.40 7.60 7.80 8.00
5000 67 m/z 66.15 28.04%
a 97 e
79
0 34 61 89 103110 | 124
o B e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine .
132 740 7.60 7.80 8.00
m/z 69.15 15.67%
5000
33 44 0 g7 105
60 78 ‘ /\
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 7 unknown8.51 Concentration Rank 8

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

8.51 3.03 ng 31110 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal, 2-methyl- 86 C5H100 000096-17-3 5
2 Acetaldehyde, O-ethyloxime- 87 C4H9NO 1000288-34-6 2
3 1-Propanol, 3-ethoxy- 104 C5H1202 000111-35-3 2
4 Ethene, methoxy- 58 C3H60 000107-25-5 2
5 Propanal 58 C3H60 000123-38-6 2

Abundance Scan 923 (8.512 min): BG040145.D (-921) (-) m/z 117.15 100.00%
117
5000 /b\
63 B R L R
36 45 4, & 9|1 02 || 820 840 8.60 8.80
Ol e prertpre bbb b el | m/z 118.15  25.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1740: Butanal, 2-methyl-
29 1 57
A
5000 R U L L A
8.20 8.40 8.60 8.80
m/z 63.15 18.64%
15 \‘\ “\‘m 50\ L 7\1 8\§
e R R RN AR A RN LS LRSS SRS BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
29 a 87
8.0 840 860 880
5000 59 m/z 116.15 18.24%
72
e R R R AR A RN LS LRSS SRS RAAR RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4772: 1-Propanol, 3-ethoxy- e
il 8.20 8.40 8.60 8.80
59 m/z 115.15 17.95%
5000 45
71
86
0'"|"'%?""|"?ﬁ""?%"'|""|"h?|""|?ﬂl'|}P§|""|"" RS U L L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 8 Benzene, 1,3-diethyl- Concentration Rank 15

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

9.76 2.01 ng 30776 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 53
2 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 53
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 52
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 52
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 52

Abundance Scan 1135 (9.758 min): BG040145.D (-1128) (-) m/z 119.15 100.00%
119
57 134
5000
3 o
|| ” | | 1?3 9.40 9.60 9.80 10.00
) AN —{ i ..,'...'.',.!..,...l.,....,..'.'.,'....,.'.'..,.. m/z 134.15 53.60%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134 m- ""I""It"'l""l'
9.40 9.60 9.80 10.00
91 m/z 57.20 52.47%
27 39 51 g5
0 "'I""I""I""I""I""'I""'I"""I"""I""I""I'”'I"""l""l""'l"
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.40 9.60 9.80 10.00
0
5000 134 m/z 41.15 21.69%
, 15 27 39 s e 77 91 105

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 9.40 9.60 9.80 10.00
m/z 83.15 20.73%
5000 134
91
15 27 39 51 65 77 105
o) S Y S PN S USRS WU S SRS | N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 9 unknownll.36 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.17 ng 33280 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 27
2 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 10
3 2H-Thiopyran, tetrahydro- 102 C5H10S 001613-51-0 9
4 Di-n-propyl ether 102 C6H140 000111-43-3 9
5 Aziridine-2-carbothioamide 102 C3H6N2S 1000189-98-7 9
Abundance Scan 1408 (11.361 min): BG040145.D (-1400) (-) m/z 41.15 100.00%
41 102
57 -
87
5000 111
127 W
‘| | ‘ | | || ||| | || 11.00 11.20 11.40 11.60
O R R R T E e o L e T L e m/z 102.15 92 .73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13537: Butanoic acid, 2-ethyl-, methyl ester
43
102
5000 71 87
11.00 11.20 11.40 11.60
29 55 m/z 43.25 82 .04%
0'W'”W'“Ml”'J“'WﬁJP”Jh“'P'Jﬁ'ﬁﬁh”lﬂﬁl”“l“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 87
102 RN PRI BUMIL B
11.00 11.20 11.40 11.60
5000 27 55 m/z 57.15 77.81%
115
69
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4361: 2H-Thiopyran, tetrahydro-  ERaaa e A RRERE
87 102 11.00 11.20 11.40 11.60
68 m/z 55.20 72.01%
61
5000 4l
0 ..,.?‘L.S.,....,.3.4..,....,....,....,.J.(.S.,....,.... 1 B —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 10 Thiophene, 2-ethyltetrahydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.51 ng 53849 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 53
2 Thiophane, propyl- 130 C7H14S 001551-34-4 53
3 4-Octanol, 4-methyl- 144 C9H200 023418-37-3 25
4 Neodecanoic acid 172 C10H2002 026896-20-8 25
5 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 17
Abundance Scan 1478 (11.773 min): BG040145.D (-1470) (-) m/z 87.15 100.00%
87
5000
41
101 116 130
o> & 11.40 11.60 11.80 12.00
of m/z 88.10 25.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87
5000
- 45 116 11.40 11.60 11.80 12.00
‘ ‘ 59 g7 101 m/z 41.15 24 .94Y%
0'”I””I”J“§?U”NIMMW”LIZ?I”H\”“J””I”“P'”P'“P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
87
11.40 11,60 11.80 12.00
5000 m/z 43.15 23.47%
21 4 55 101 130
15 67
ol 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21133: 4-Octanol, 4-methyl- R EERREEEE L
87 11.40 11.60 11.80 12.00
45 101 m/z 130.25 21.08%
5000 27 55
‘ 69 129
0 B sl ‘\ [ 111 | 143
m/z--> 10 20 35 Jo §o 60 70 80 90 160 110 120 130 140 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 1-Methylindan-2-one Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.82 2.88 ng 44140 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Methylindan-2-one
2 1H-Inden-1-one,

2,3-dihydro-2-me. ..
1,2,3,4-tetrahydro-. ..

146 C10H100
146 C10H100
146 C11H14

3 Naphthalene,

4 1H-Inden-1-one,

5 Benzene,

2,3-dihydro-3-me... 146 C10H100
(2-methyl-1-methylenepr... 146 C11H14

035587-60-1 90
017496-14-9 87
002809-64-5 58
006072-57-7 58
017498-71-4 52

m/z 131.15 100.00%

N

12.60 12.80 13.00 13.20

m/z 146.15 62 .49%

12.60 12.80 13.00 13.20

m/z 103.15 44 _71%

12.60 12.80 13.00 13.20

m/z 117.15 41 _.00%

12.60 12.80 13.00 13.20

Abundance Scan 1656 (12.818 min): BG040145.D (-1650) (-)
131
146
5000 103 117
77
ISR N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21535: 1-Methylindan-2-one
131
146
5000
103 17
77
51
s 39 63 ‘ 91 ‘h
o} IS S| NSS! NP1 SR S |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146
5000
103 117
39 51 77 91
27 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000 o1
105
27 39
? L
o.w””,”hp.uﬂ”.wn.‘”.““,””m.”ﬂﬂ..HWH.WL”,”AP”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

m/z 115.15

12.60 12.80 13.00 13.20

37 .63%

8270-BG030419.M Wed Mar 27 18:13:53 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 12 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.39 ng 74814 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2599 (18.358 min): BG040145.D (-2594) (-) m/z 60.15 100.00%

43 60 73

5000
213
143157171185 199 18.00 18.20 18.40 18.60
o] m/z 73.15 99.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

18.00 18.20 18.40 18.60
m/z 55.15 86.27%

213
143 157171185 199

o m ‘ Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
AR BAT S
29 18.00 18.20 18.40 18.60
5000 m/z 43.15 83.70%
o 129 242
199
. 101115 143157171185 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid e BEAREEEE
60 7 18.00 18.20 18.40 18.60
m/z 57.20 75.05%
5000 43
29 129
101115 186
o ALl \...1.57.17.1. i e i A s
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 13 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .10 2.52 ng 83313 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 90
Abundance Scan 3577 (24.103 min): BG040145.D (-3569) (-) m/z 57.15 100.00%
57
5000
J 1 141 19 283 23.80 24.00 24.20 24.40
O d.!UH'J...”.p.h,”.w.”.“.”,”.w.”.“.”,”. m/z 43.20 63.54%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 SR U UL UG B
Bmmmmmmm
m/z 71.20 51.44%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
23.80 24.00 24.20 24.40
5000 m/z 85.25 41.29%
ol 26 %7 139 197531
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57 23.80 24.00 24.20 24.40
m/z 55.15 24 .04%
5000
o 141183 225 267 309 351 437
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 23. 80 24 00 24. 20 24 40 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 14 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.08 2.31 ng 76489 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3743 (25.078 min): BG040145.D (-3736) (-) m/z 57.20 100.00%

5000 85

-

113 141 24.80 25.00 25.20 25.40
169 197 225 267 355
ol .!.J."“,':'.J.'.".'...',..'.. SN ¢ & m/z 71.15 69.37%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

-

5000 85
24.80 25.00 25.20 25.40

m/z 43.20 41_.07%

29
oL Ll MR 160 167 o5 258 oo w a6y
o T S e A AL
miz--> 50 100 150 200 250 300 350
Abundance
57
e
24.80 25.00 25.20 25.40
5000 85 m/z 85.20 41.00%
113
0 29 141 169 197 225 267 295 365 393
e o e = S VLU
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57 24.80 25.00 25.20 25.40
m/z 55.15 26.11%
5000 85
113
ol } LAy 4t 169 210 239 267 309 336 366 It
T T T [ T T e T T T e e Lt .
miz--> 50 100 150 200 250 300 350 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 15 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.25 2.16 ng 71512 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3942 (26.247 min): BG040145.D (-3934) (-) m/z 57.20 100.00%
g7
5000 85
l | | 1}3 141 169 195 283 26.00 26.20 26.40 26.60
ot m/z 71.15 69 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85
26.00 26.20 26.40 26.60
113 m/z 43.20 59.15%
0 ?\9 ‘H ‘\ ‘Hw “M ‘\‘ u‘ u‘ 1?1 | 16\9 ! 19\7 ) 225 253 295 366
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57
o " 26.00 26.20 26.40 26.60
5000 m/z 85.25 42 .34%
29
o 13 141 169 197 225 253 296
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #94347: 5,5-Dibutylnonane
57 26.00 26.20 26.40 26.60
m/z 55.15 22 .35%
5000 85
29 183
113 l
0....|.‘|...‘l.\..1‘}0'....'....'....'....|..
m/z--> 50 100 150 200 250 300 350 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032519\
Data File : BG040145.D

Acq On : 26 Mar 2019 10:52

Operator : JU/SJ

Sample - K2059-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.27 58.8 ng 603115 1 8.14 205112 20.0
Cyclopentanone 4.59 3.5 ng 35771 1 8.14 205112 20.0
1,3-Cyclopentadie. .. 5.75 3.7 ng 37703 1 8.14 205112 20.0
unknown7 .67 7.67 87.3 ng 895341 1 8.14 205112 20.0
unknown8.51 8.51 3.0 ng 31110 1 8.14 205112 20.0
Benzene, 1,3-diet... 9.76 2.0 ng 30776 2 10.96 306822 20.0
unknownll.36 11.36 2.2 ng 33280 2 10.96 306822 20.0
Thiophene, 2-ethy... 11.77 3.5 ng 53849 2 10.96 306822 20.0
1-Methylindan-2-one 12.82 2.9 ng 44140 2 10.96 306822 20.0
n-Hexadecanoic acid 18.36 2.4 ng 74814 4 17.51 626532 20.0
Tetratetracontane 2410 2.5 ng 83313 6 25.15 662374 20.0
Hexacosane 25.08 2.3 ng 76489 6 25.15 662374 20.0
Heneicosane 26.25 2.2 ng 71512 6 25.15 662374 20.0
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