LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On - 26 Mar 2019 23:38 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-05 ClientSampleld :
Misc - MH-C02-SETTLED-1H-A
ALS Vial : 14 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 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 heiaht area % max. total
1 3.196 11 18 26 rBv 234693 533427 18.43% 2.517%
2 3.273 26 31 46 rVB 594066 931083 32.17% 4.393%
3 4.031 154 160 165 rvB2 18339 29957 1.04% 0.141%
4 5.223 356 363 369 rBV 28588 47164 1.63% 0.223%
5 5.687 436 442 451 rBV 305490 487004 16.83% 2.298%
6 6.792 625 630 636 rvB2 26937 46550 1.61% 0.220%
7 7.285 707 714 724 rBV 205992 361533 12.49% 1.706%
8 7.667 771 779 795 rBV 517544 909544 31.43% 4.291%
9 8.137 853 859 870 rVB 171204 285731 9.87% 1.348%
10 8.378 895 900 907 rVvv3 40242 69715 2.41% 0.329%

11 8.460 907 914 924 rVB 614051 1083622 37.44% 5.113%
12 9.318 1052 1060 1067 rBV 562526 1016692 35.13% 4._.797%

13 9.852 1145 1151 1159 rBV2 47440 80170 2.77% 0.378%
14 10.246 1204 1218 1226 rBV6 20825 63237 2.19% 0.298%
15 10.357 1231 1237 1246 rVB3 30671 57062 1.97% 0.269%
16 10.722 1293 1299 1307 rBV2 47866 93053 3.22% 0.439%
17 10.798 1307 1312 1316 rVVv2 42385 73196 2.53% 0.345%
18 10.839 1316 1319 1331 rVB3 17141 33990 1.17% 0.160%

19 10.956 1331 1339 1342 rBV 216546 402097 13.89%% 1.897%
20 10.998 1342 1346 1357 rVB 422519 719757 24.87% 3.396%

21 11.250 1383 1389 1395 rBV3 27373 48031 1.66% 0.227%
22 11.503 1425 1432 1444 rBV 41439 112121 3.87% 0.529%
23 12.619 1603 1622 1623 rBV 15533 57271 1.98% 0.270%
24 12.666 1626 1630 1636 rVB5 27846 51111 1.77% 0.241%

25 12.754 1638 1645 1653 rBV 122345 259041 8.95% 1.222%

26 13.388 1746 1753 1767 rVB 1486201 2303905 79.61% 10.870%
27 14.093 1866 1873 1878 rVB5 20275 43806 1.51% 0.207%
28 14.669 1965 1971 1977 rBV 18496 33554 1.16% 0.158%
29 14.763 1981 1987 1997 rVV2 343976 575736 19.89% 2.716%
30 15.286 2065 2076 2091 rBV 620009 1418386 49.01% 6.692%

31 15.809 2160 2165 2175 rBV5 46875 100427 3.47% 0.474%
32 16.249 2232 2240 2251 rBV 779295 1234079 42.64% 5.822%
33 16.989 2359 2366 2369 rBV2 16375 39547 1.37% 0.187%
34 17.506 2448 2454 2467 rBV2 449321 731968 25.29% 3.453%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On - 26 Mar 2019 23:38 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-05 ClientSampleld :
Misc - MH-C02-SETTLED-1H-A
ALS Vial : 14 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 G\METHODS\8270-BG030419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.100 2549 2555 2560 rBV9 14915 40450 1.40% 0.191%
36 18.264 2578 2583 2593 rBV9 16178 43520 1.50% 0.205%

37 18.364 2595 2600 2608 rBV2 103908 172382 5.96% 0.813%
38 18.511 2618 2625 2636 rBV 364133 629365 21.75% 2.969%
39 18.658 2645 2650 2657 rBV 383363 568195 19.63% 2.681%

40 19.098 2720 2725 2733 rBV7 33322 66299 2.29% 0.313%
41 19.322 2757 2763 2770 rVB2 24748 44804 1.55% 0.211%
42 19.621 2810 2814 2825 rBV4 43518 77238 2.67% 0.364%
43 19.745 2831 2835 2846 rVB 52129 99565 3.44% 0.470%

44 20.103 2890 2896 2902 rBV 2207764 2893953 100.00% 13.654%
45 21.401 3110 3117 3133 rVB5 46912 146947 5.08% 0.693%

46 21.795 3177 3184 3192 rVB 454702 768942 26.57% 3.628%

47 22.030 3219 3224 3231 rVB8 15929 29430 1.02% 0.139%
48 22.553 3308 3313 3319 rvB2 31212 54082 1.87% 0.255%
49 23.269 3429 3435 3441 rVB2 39804 78808 2.72% 0.372%
50 23.463 3464 3468 3476 rVB3 21148 40831 1.41% 0.193%
51 24.092 3566 3575 3584 rVB3 46754 110973 3.83% 0.524%
52 25.079 3736 3743 3746 rBV3 40655 92736 3.20% 0.438%
53 25.149 3746 3755 3768 rVB3 243687 755609 26.11% 3.565%
54 26.248 3932 3942 3953 rBV3 31301 93820 3.24% 0.443%
55 27.652 4171 4181 4188 rBV7 16213 53846 1.86% 0.254%
Sum of corrected areas: 21195362
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method :
Quant Title :

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

04
Time-->

4.03 5.22 1
350 400 450 5.00 550 6.00 6.50 7.00

TIC: BG040160.D

8.46

5.69

10
12.75
9.85 10.03610@8 11.261.50 ,

6.79
9.50 10.00 10.50 11.00 11.50 12.00 12.50

o FAY
750 8.00 8.50 9.00

Abundance

2000000

13.39

1500000

1000000

500000

TIC: BG040160.D
20110

16.25

15.29

17.51 21.79

14.76

21.40

15.81 22.03 22.55

19.19.329.874

14.09 14.47 16.99

O

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

23.23.46
AR,

TIC: BG040160.D

25.15

25/-,&3 26.25

24.09 27.65
N .

0

Time-->

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

8270-BG030419.M Thu Mar 28 18:51:16 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.27 65.17 ng 931083 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 31 (3.273 min): BG040160.D (-26) (-) m/z 73.15 100.00%
7B
5000 43
55 87
3.203.30 3.40 3.50 3.60 3.70
e S0 L e 67 | Tm/z 43.15  42.09%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.203.30 3.40 3.50 3.60 3.70
55 87 m/z 55.15 32.21%
.ﬁg 35 .L‘I 50 | 67
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 3.203.30 3.40 3.50 3.60 3.70
5000 m/z 87.15 25.62%
29
— .%?. ,...‘M,M ...h b lH,. .??i‘.a.. e . .??, T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.203.30 3.40 3.50 3.60 3.70
m/z 41.15 12 .30%
5000 43
58
29 8(
L1 N .
m/z--> 10 20 30 40 50 60 70 8 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\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

5.22 3.30 ng 47164 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butanoic acid. 2-hvdroxv-. ethvl... 132 C6H1203 052089-54-0 9
5 Hydrazine, (1-methylethyl)- 74 C3H10N2 002257-52-5 9

Abundance Scan 362 (5.217 min): BG040160.D (-356) (-) m/z 43.15 100.00%
a3
59
5000
101 N Ehn o0 a0 B RO
480 5.00 520 5.40 5.60
it Sl B8 Tw/z 59.15 52.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L U U
59 4.80 5.00 520 5.40 5.60
m/z 58.15 15.61%
15 31 101
25,7 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50
4.80 5.00 520 5.40 5.60
5000 m/z 101.15 13.67%
41
29 101
"'I""I"JH”"'JIJ”"I??"i""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one R B
43 480 5.00 520 5.40 5.60
m/z 56.25 6.08%
5000
55
\ 1 37,] 49 \ 65 71 77 83 98
m/z--> 10 20 30 4'0 5'0 60 70 8|0 90 1(')0 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 4 _alpha.-Pinene Concentration Rank 17

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

6.79 3.26 ng 46550 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Pinene 136 C10H16 000080-56-8 94
2 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 94
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 _gamma.-Terpinene 136 C10H16 000099-85-4 91
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 91

Abundance Scan 630 (6.792 min): BG040160.D (-625) (-) m/z 93.15 100.00%
9B
5000
77
R “84 05 B o0 550 6H0 700 730
e g e el bt e | M/z . 91.15  50.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15704: .alpha.-Pinene
93
5000 SRS BRRAS RARAS RS NN
6.40 6.60 6.80 7.00 7.20
/z 77.15 32.68%
17 27 | ‘ 105 121 m
136
"|""|""|""||'I"'"l'l"|""‘I!|""|l""'| I|1|12|||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
93
6.40 6.60 6.80 7.00 7.20
5000 m/z 92.15 28.10%
41

‘ 105 121 136
AN H\ | Ly

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

Abundance #15875: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethy!l- A AR
93 6.40 6.60 6.80 7.00 7.20
m/z 79.15 23.20%
5000
121
il Lz |
..,....,...\.w,....‘,.w...,‘.‘.w.?o..w\.,....;....,.1..,..\».,....,....,....,... SRS b W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 5 unknown7.67 Concentration Rank 3

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

7.67 63.66 ng 909544 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 780 (7.673 min): BG040160.D (-771) (-) m/z 132.15 100.00%
13
5000 68
7 54 ¢ ‘ . 9|6 104 740 7.60 7.80 8.00
..,....,....,....-,".'...-,:! S£-TH 1 VPRS- S S | m/z 68.15 41.52%
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 HRRMLE UL IR L
7.40 7.60 7.80 8.00
0
34 5 78 m/z 134.15 33.52%
”I“'W'”'l'”HJ'W'”'P'JI“'W'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
740 7.60 7.80 8.00
5000 m/z 66.15 28.78%
104
66
14 27 37445158 0 7T g9 g7 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e ERmas s S
132 7.40 7.60 7.80 8.00
m/z 69.15 15.93%
5000
33 44 o g7 105
78
"I“"I”"I'”'I"”?%"ﬁ?"'l“'ll'ﬁql'“kl'ih }}ﬁl"”l Ty U I UL IR I
m/z--> 10 20 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\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 7 Fenchol, exo- Concentration Rank 12

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

9.85 3.99 ng 80170 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fenchol. exo- 154 C10H180 022627-95-8 91
2 Bicvclol2.2.11heptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 87
3 Bicvclol2.2.11heptan-2-ol. 1.3.3... 196 C12H2002 076109-40-5 43
4 Bicvclol2.2.11heptan-2-ol. 1.3.3... 154 C10H180 002217-02-9 38
5 4-Ethylcyclohexanol 128 C8H160 004534-74-1 38

Abundance Scan 1151 (9.852 min): BG040160.D (-1145) (-) m/z 81.15 100.00%
1
5000 43
55 g9
9|3 111171 139 9.60 9.80 10.00 10.20
b AL 89 m/z 80.15 49.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26656: Fenchol, exo-
43
5000
55 69 9.60 9.80 10.00 10.20
9B 11199 m/z 43.15 38.48%
|1, 1% 15
m/z--> 20 40 60 80 160 150 1&0 1éo 1§o 260
Abundance #26860: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!l-
8l
" 9.60 9.80 10.00 10.20
5000 m/z 41.15 36.06%
43 69
||1|5| H ‘ ||“l‘||‘ﬁ‘l‘|“|w‘u‘wl“||‘|‘|||“||:|L3=§|||1|5|4||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58092: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl-, aceta... A m ma s RS S
81 9.60 9.80 10.00 10.20
m/z 55.15 29.62%
43
5000
93
55 69 ‘ 107 121 136
— I2I9I -‘|‘- i .“.‘ I I\M -‘wl i, I .‘;“. . I“' e |1|5‘|4| —— 1??;?‘?|
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 8 2-Penten-4-yn-1-ol, 3-methy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.25 3.15 ng 63237 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Penten-4-vn-1-ol. 3-methvl-. (E)- 96 C6H80 006153-06-6 50
2 2-Cvclohexen-1-one. 4-(2-oxoprop... 152 C9H1202 056051-94-6 38
3 1(3H)-1sobenzofuranone. 3a.4.5.7... 182 C10H1403 054346-06-4 38
4 1-Ethvnvlcvclopentanol 110 C7H100 017356-19-3 35
5 3-Methyl-1-penten-4-yn-3-ol 96 C6HB80 003230-69-1 35
Abundance Scan 1219 (10.252 min): BG040160.D (-1204) (-) m/z 109.15 100.00%
55 o1 109
81
41
5000 69
119 A
A “I |‘| 1008 2020 AT
I'“W'”'P“'P“'P!“P'LP'”I”“I””I””I“'W”'W”'W m/z 55.15 85.77%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2826: 2-Penten-4-yn-1-ol, 3-methyl-, (E)-
g1 95
a
67
5000
10.00 10.20 10.40 10.60
m/z 91.15 81.92%
“'E%H'U'H”HJHJllw'hlL'w'““w'”l“'w'”'w'“|“'w'”'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #26031: 2-Cyclohexen-1-one, 4-(2-oxopropyl)-
43
10.00 10.20 10.40 10.60
5000 m/z 81.25 72.60%
109
o3 81 g4
& | ‘ 121
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #46907: 1(3H)-Isobenzofuranone, 3a,4,5,7a-tetrahydro-4-hyd...

10.00 10.20 10.40 10.60
m/z 41.10 53.33%

5000

T I T T
10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 9 (+)-Borneol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.72 4.63 ng 93053 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-Borneol 154 C10H180 1000150-76-3 72
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 72
3 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 72
4 Bicvclol3.1.0Thexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 64
5 Cyclopentanecarboxylic acid, 2-m... 154 C9H1402 074764-25-3 59
Abundance Scan 1299 (10.722 min): BG040160.D (-1293) (-) m/z 95.20 100.00%
95
5000
43
| 55 67 o) 1Tolzl 135 - 10.40 10.60 10.80 11.00
...,....',..'.'l."l'.'l."'..","'.' 'l,...'.,'...'.",....,.... = m/z 43.15 30.56%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #26633: (+)-Borneol
95
5000
10.40 10.60 10.80 11.00
4l o 110 m/z 110.25 16.05%
67
o N ol R N - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6021: 1,4-Pentadiene, 2,3,3-trimethyl-
95
67 10.40 10.60 10.80 11.00
5000 41 m/z 41.15 14 _.87%
55
27 79 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95 10.40 10.60 10.80 11.00
m/z 67.25 12._.87%
5000 67
110
27 3ﬁ 5f 79
,\,‘,H,H,,, N —

m/z--> 20 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 10 Terpinen-4-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.80 3.64 ng 73196 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terpinen-4-ol 154 C10H180 000562-74-3 74
2 3-Cvclohexen-1-ol. 4-methvl-1-(1... 154 C10H180 020126-76-5 59
3 2-Buten-1-ol. 3-methvl- 86 C5H100 000556-82-1 38
4 Spirol2.4Theptane-5-methanol. 5-... 142 C8H1402 109532-58-3 35
5 Cyclohexanecarboxylic acid, 2-te... 212 C12H2003 1000279-85-7 35

Abundance Scan 1312 (10.798 min): BG040160.D (-1307) (-) m/z 71.10 100.00%

7

93

5000

-

154 10.40 10.60 10.80 11.00 11.20

m/z 93.20 66 .40%

125 136

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26662: Terpinen-4-ol
7
43
5000 93 111
10.40 10.60 10.80 11.00 11.20
0
a1 154 m/z 111.15 56.57%
1 I 1 21 10
.w“”,””h.”H.HPL.Pi.!JMM.J! 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26914: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, (R)-
7
10.40 10.60 10.80 11.00 11.20
5000 43 g3 M1 m/z 43.15 56.51%
55
‘ ‘ 83 136 154
eperrrprrreprreerrb St 208 2 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1790: 2-Buten-1-ol, 3-methyl-
n 10.40 10.60 10.80 11.00 11.20
m/z 41.20 49 _.40%
41
5000
53 86
|15| M” T F3M‘ SRR LRSS BARAS LARAN SARAN LAY SARLE
TTITTTT[TTTIT IIII IIII LIS L —rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 Benzeneacetic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.50 5.58 ng 112121 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 64
3 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
4 Benzoic acid. 4-methvyl- 136 C8H802 000099-94-5 53
5 Phenylacetic acid, 3,5-difluorop... 248 C14H10F202 1000299-00-2 47
Abundance Scan 1432 (11.503 min): BG040160.D (-1425) (-) m/z 91.15 100.00%
o
5000
65 136
39 51 11.20 11.40 11.60 11.80
S ,~'.|. Sl pesus L m/z 136.15  26.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16277: Benzeneacetic acid
Ji
5000 SR UM DU BN SRR
136 11.20 11.40 11.60 11.80
65 m/z 65.15 18.81%
o7 ¥ 51 77 I 107 118
miz-> 20 40 60 80 100 120 140 160 180
Abundance #46244: Propanedioic acid, phenyl-
g1
11.20 11.40 11.60 11.80
5000 m/z 92.15 18.70%
136
65
27 ‘ﬂ? .56 m‘ 7l 107 118 149 165 177
miz-> 20 40 60 80 100 120 140 160 180
Abundance #16179: p-Methylbenzeneboronic acid R AR R RS E
g1 11.20 11.40 11.60 11.80
m/z 39.15 8.17%
136
5000
45 65
27 36 “ ol 7T e T
m/z--> 25 45 65 éo 160 150 150 1éo 1éo 11.20 11.40 11.60 1f80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 12 meso-5,6-Decanediol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.85 ng 57271 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 meso-5.6-Decanediol 174 C10H2202 003266-25-9 50
2 3-Heptanol. 2-methvl- 130 C8H180 018720-62-2 42
3 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 40
4 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 36
5 Formic acid, 4-methylpent-2-yl e... 130 C7H1402 1000367-94-0 33
Abundance Scan 1622 (12.619 min): BG040160.D (-1603) (-) m/z 69.10 100.00%
60
5000
41
87 Y
103 IR BN RIS SN B
|||49 h| 7 “| 1 12 12.40 12.60 12.80 13.00
.w.”.“.”,”.w A e e e e e e m/z 41.15 35.93%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #40903: meso-5,6-Decanediol
69
41 e
5000 55 g7 12.40 12.60 12.80 13.00
m/z 43.15 23.88%
27
RS AR RS AR AR AR RARAS AR RARAS LSS SARSSARSS SARSE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13705: 3-Heptanol, 2-methyl-
69
1240 12:60 12,80 13.00
5000 41 m/z 87.15 22.48%
87
15 ‘ ‘ | | 112
mz-> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130
Abundance #21154: 4 Heptanol, 2,6—dimethy|— A LI L L B B L B
69 12.40 12.60 12.80 13.00
m/z 45.10 18.57%
5000 43 87
15 \\ \\\‘ \M 79 111 126
m/z--> 10 20 30 40 5'0 6|O 70 80 90 100 110 120 13'*0 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG030419_.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 13 Hydrocinnamic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.75 12.88 ng 259041 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 91
3 n-Butvl-_beta.-phenvipropionate 206 C13H1802 020627-49-0 72
4 Benzenepropanoic acid. silver(1l+... 256 C9H9A002 075112-79-7 64
5 Pentafluoropropionic acid, 2-phe... 268 C11H9F502 081089-48-7 53

Abundance Scan 1644 (12.748 min): BG040160.D (-1638) (-) m/z 91.15 100.00%
q1
5000 104
150
5|1 65 7"7 a1 12.40 12.60 12.80 13.00
,....',.-.'..,....',..-'.,....,....,....,....,.... SN m/z 104.15 50.08%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
q1
104
5000 AR SRR A AR
150 12. 40 12 60 12. 80 13. 00 '
77 m/z 150.15 31.70%
39 65
27 27 | ||| 131
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate
91
12.40 12.60 12.80 13.00
5000 104 m/z 77.15 16.35%
51 65 77 150
I""I"m'IJ"JM"l'Id'"}??"I"L'I""I"" ""I""I"%qﬁ'
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65926: n-Butyl-.beta.-phenylpropionate
91 104 12.40 12.60 12.80 13.00
m/z 51.15 15.61%
5000
41 77 150
‘ ‘ 133 ‘ 206
.----.‘-‘-‘w-‘.‘---”.--‘l-.‘---1-”---‘-.--‘--16-3-1-7.7---- |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00

8270-BG030419.M Thu Ma

r 28 18:51:21 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 14 unknownl5.29 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 49.27 ng 1418390 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenebutanoic acid. 2.5-dimethyl- 192 C12H1602 001453-06-1 49
2 Benzenepropanoic acid. .beta...b... 192 C12H1602 025080-84-6 47
3 Ethvl 3.5-dimethviphenvlacetate 192 C12H1602 105337-18-6 46
4 p-Cvmene 134 C10H14 000099-87-6 43
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 38

Abundance Scan 2077 (15.292 min): BG040160.D (-2065) (-) m/z 119.15 100.00%

119

5000 132
91

—

192 A R AARaREnS
15.00 15.20 15.40 15.60

m/z 132.15 42 .04%

39 51 65 77

145159 177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54441: Benzenebutanoic acid, 2,5-dimethyl-
12I9132

%

15.00 15.20 15.40 15.60
m/z 91.15  25.18%

5000

27 39
145 159 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54537: Benzenepropanoic acid, .beta.,.beta.-dimethyl-, me...
119
T T T R T
15.00 15.20 15.40 15.60
5000 m/z 117.15 23.18%
91
41
|59 77 | 103 | 145 160 177 192
L RS s o o o e AARNREREEEEEEEms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54421: Ethyl 3,5-dimethylphenylacetate R N RARREE
119 15.00 15.20 15.40 15.60
m/z 192.25 20.82%
5000
192

;::::::>

29 91
15 | 41536577 77103 | 133147 164
e e T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15. 60

8270-BG030419.M Thu Mar 28 18:51:22 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 15 wunknownl15.81 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.81 3.49 ng 100427 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-3-methvl- 144 C11H12 002717-44-4 42
2 1H-Indene. l1l-ethenvl-2.3-dihvdro- 144 C11H12 051783-46-1 38
3 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 30
4 27 .4E-5-(4-HvdroxvphenvDpenta-2... 190 C11H1003 1000137-43-2 30
5 2-Propenoic acid, 3-(3-methylphe... 190 C12H1402 050556-03-1 25

Abundance Scan 2165 (15.809 min): BG040160.D (-2160) (-) m/z 129.15 100.00%

9

5000

15.40 15.60 15.80 16.00 16.20
m/z 145.15  68.00%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20431: Naphthalene, 1,2-dihydro-3-methyl-
129
5000 144
15.40 15.60 15.80 16.00 16.20
115 m/z 91.15 43.21%

15 27 32 51 63 77 g9 10n

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20429: 1H-Indene, 1-ethenyl-2,3-dihydro-
129
RN S m e e e S
15.40 15.60 15.80 16.00 16.20
5000 115 144 m/z 190.15 41 .55%

27 39 51 63 77 9149y L |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29712: Benzene, 1,3-hexadienyl-
129 15.40 15.60 15.80 16.00 16.20
m/z 175.15 35.66%
5000
158
115 143

28 39 51 65 77 11102 I ‘
I | | Ll by, o I

|
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 16 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.36 4.71 ng 172382 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 2599 (18.358 min): BG040160.D (-2595) (-) m/z 43.20 100.00%
43 57 78
5000
129
213 N AR BN DU I
01115 | 143157171185199 | 557 256 ,q; 18.00 18.20 18.40 18.60
m/z 73.15 99 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 78
5
5000 29 256
18.00 18.20 18.40 18.60
21 m/z 60.10 95.72%
| L 143157171185, oo
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
3 | B
7 18.00 18.20 1840 1860
5000 129 m/z 57.15 85.87%
29
15 “ ‘“ L#H 143157
m/z--> "55"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78 18.00 18.20 18.40 18.60
57 m/z 55.15 74 .06%
5000 129
29
199
‘ 193157171185 242
'}ﬁjhww“ NN DU BN I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 17 unknownl8.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.51 17.20 ng 629365 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 46
2 o-Acetvlphenetidine 179 C10H13NO2 000581-08-8 22
3 1.4-dihvdroxv-p-menth-2-ene 170 C10H1802 1000374-16-9 16
4 Cvclopentanecarboxvlic acid. 3.3... 210 C13H2202 087753-77-3 12
5 1H-Pyrazole-4-carboxylic acid, 3... 127 C4H5N302 041680-34-6 11
Abundance Scan 2625 (18.511 min): BG040160.D (-2618) (-) m/z 57.20 100.00%
g7
41 85 109 407
5000
‘ rg 179
197 18.20 18.40 18.60 18.80
97
e .|i|.'. .|'|. § .".'|'.' 'J|' LT =| " 214 232 m/z 109.15 61.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
5000
83 18.20 18.40 18.60 18.80
57 m/z 108.15 56.02%
39
18 9 95 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44650: o-Acetylphenetidine
108
137 179 BRI BN BN SUNRRE
18.20 18.40 18.60 18.80
5000 m/z 127.20 54 _.15%
43 80
A IR N 0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37945: 1,4-dihydroxy-p-menth-2-ene R R R
109 18.20 18.40 18.60 18.80
43 m/z 41.15 53.65%
127
5000 81
S W‘,ML \H\\\\ Mm ....,...}f%%ﬁﬁ.179 S s ettt
m/z--> 20 60 80 100 120 140 160 180 200 220 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 18 unknownl8.66 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.66 15.53 ng 568195 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-(1... 268 C16H2803 017904-29-9 43
2 _.beta.-Resorcvlic acid 154 C7H604 000089-86-1 30
3 Phenacetin 179 C10H13NO2 000062-44-2 25
4 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 16
5 Formic acid, (4-fluorophenyl)met... 154 C8H7F02 1000368-72-9 12
Abundance Scan 2650 (18.658 min): BG040160.D (-2645) (-) m/z 57.25 100.00%
57
109
5000 41 85 136 ¢,
| | }T 18.40 18.60 18.80 19.00
e el m/z 109.20 69.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117372: Cyclohexanecarboxylic acid, 4-(1,5-dimethyl-3-oxo...
57 108
85
41
5000 127 LANLINLE INLIL LB L L L BN LI LI
18.40 18.60 18.80 19.00
‘ ‘ 51 168 m/z 108.20 58.57%
211
....,....lll..." ||..'.1.||.].'.".|'. 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27361: .beta.-Resorcylic acid
108 136
154 18.40 18.60 18.80 19.00
5000 80 m/z 136.15 52.26%
52
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44628: Phenacetin R LB RRE Ra
108 18.40 18.60 18.80 19.00
43 m/z 41.15 52.02%
5000 157
80 179
13 “ H 1 r “ 94 | 122 | 151165 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG030419_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\Database\NIST11.L
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 1-Octadecene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.40 3.82 ng 146947 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
3 Cvclopentadecane 210 C15H30 000295-48-7 91
4 Cvclotetracosane 336 C24H48 000297-03-0 90
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 90

Abundance Scan 3117 (21.401 min): BG040160.D (-3110) (-) m/z 57.25 100.00%
57
5000
, WL 167,05 200 20 28 21100 2120 2140 2160 2180
m/z 83.15 97 .85%
m/z--> 50 100 150 200 250 300 350
Abundance #104182: 1-Octadecene
83
5000 U AL BRI UL I
11 21.00 21.20 21.40 21.60 21.80
m/z 43.15 93.98%
15| || e l 1P 168 196 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
83 LA DAL A
21.00 21.20 21.40 21.60 21.80
5000 m/z 55.15 88.94%
111
68 | ‘ ;139 168 196 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #69583: Cyclopentadecane T
55 83 21.00 21.20 21.40 21.60 21.80
210 m/z 69.15 72.26%
5000 111
29 ‘ 139 182
.Ltl,m .J.J;ﬂ.hilﬁﬁ&.J., e — —
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040160.D

Aca On : 26 Mar 2019 23:38

Operator : JU/SJ

a?ggle i K2099-05 MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 20 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .09 2.94 ng 110973 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 3575 (24.092 min): BG040160.D (-3566) (-) m/z 57.25 100.00%
g7
5000 85
113 | 23.80 24.00 24.20 24.40
141 177 207
— .',I.-‘.-.l.'d, Lo o 000 209, 22 85 "m/z 71.25 57.65%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 23.80 24.00 24.20 24.40
29 m/z 43.20 51.34%
| j L 11}3‘141 169 197 225 253 262
m/z--> 50 100 1%0 260 250 300 3éo
Abundance #215181: 2-methyloctacosane
57
| 23.80 24.00 24,20 24.40
5000 85 m/z 85.20 44._.79%
29 ] I | ulﬁ3 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #141429: Eicosane, 2-methyl-
57 23.80 24.00 24.20 24.40
m/z 99.25 19.70%
5000
85
29
113
Tl e e e ma
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032619\

Data File : BG040160.D

Acq On : 26 Mar 2019 23:38 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-05 ClientSampleld :
Misc - MH-C02-SETTLED-1H-A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : 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 65.2 ng 931083 1 8.14 285731 20.0
2-Pentanone, 4-hy... 5.22 3.3 ng 47164 1 8.14 285731 20.0
-alpha.-Pinene 6.79 3.3 ng 46550 1 8.14 285731 20.0
unknown? .67 7.67 63.7 ng 909544 1 8.14 285731 20.0
Fenchol, exo- 9.85 4.0 ng 80170 2 10.96 402097 20.0
2-Penten-4-yn-1-o... 10.25 3.1 ng 63237 2 10.96 402097 20.0
(+)-Borneol 10.72 4.6 ng 93053 2 10.96 402097 20.0
Terpinen-4-ol 10.80 3.6 ng 73196 2 10.96 402097 20.0
Benzeneacetic acid 11.50 5.6 ng 112121 2 10.96 402097 20.0
meso-5,6-Decanediol 12.62 2.9 ng 57271 2 10.96 402097 20.0
Hydrocinnamic acid 12.75 12.9 ng 259041 2 10.96 402097 20.0
unknownl15.29 15.29 49.3 ng 1418390 3 14.76 575736 20.0
unknown15.81 15.81 3.5 ng 100427 3 14.76 575736 20.0
n-Hexadecanoic acid 18.36 4.7 ng 172382 4 17.51 731968 20.0
unknown18.51 18.51 17.2 ng 629365 4 17.51 731968 20.0
unknownl18.66 18.66 15.5 ng 568195 4 17.51 731968 20.0
1-Octadecene 21.40 3.8 ng 146947 5 21.79 768942 20.0
Eicosane 24.09 2.9 ng 110973 6 25.15 755609 20.0
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