LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 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 3.197 13 18 27 rBv 290325 578671 22.33% 3.349%
2 3.273 27 31 50 rvB 478101 723621 27.93% 4.188%
3 5.230 359 364 374 rBV2 19421 31445 1.21% 0.182%
4 5.688 436 442 452 rVB 194184 314002 12.12% 1.817%
5 7.292 709 715 726 rVB 122413 225462 8.70% 1.305%
6 7.673 771 780 794 rBV 390179 673236 25.98% 3.897%
7 8.149 855 861 868 rVB 159985 277582 10.71% 1.607%
8 8.472 907 916 924 rVB 579122 1010090 38.98% 5.846%
9 9.324 1052 1061 1069 rBV 501925 881810 34.03% 5.104%
10 9.864 1143 1153 1164 rVB3 39934 68146 2.63% 0.394%
11 10.376 1231 1240 1244 rBvV3 17559 31114 1.20% 0.180%
12 10.728 1292 1300 1308 rBvV3 34191 66363 2.56% 0.384%
13 10.816 1308 1315 1319 rBvV3 27236 51050 1.97% 0.295%

14 10.969 1334 1341 1345 rBV 225387 436660 16.85% 2.527%
15 11.004 1345 1347 1354 rVB 144718 202578 7.82% 1.173%

16 12.672 1624 1631 1637 rBV3 21785 36108 1.39% 0.209%
17 13.395 1745 1754 1761 rBV 1335799 2099787 81.04% 12.154%
18 14.217 1886 1894 1898 rBV 34872 53157 2.05% 0.308%
19 14.682 1968 1973 1981 rBV 15452 27038 1.04% 0.156%

20 14.775 1981 1989 1998 rVV2 356151 592474 22.87% 3.429%

21 15.281 2066 2075 2087 rBV 293923 548357 21.16% 3.174%
22 15.410 2091 2097 2103 rVB6 20417 36494 1.41% 0.211%
23 15.809 2161 2165 2172 rBV7 17168 31566 1.22% 0.183%
24 16.256 2235 2241 2251 rBV 626660 997295 38.49% 5.772%
25 17.519 2449 2456 2469 rBV2 479666 789770 30.48% 4.571%

26 18.095 2548 2554 2558 rBV7 20339 36028 1.39% 0.209%
27 18.265 2576 2583 2594 rBV5 56962 151345 5.84% 0.876%
28 18.371 2597 2601 2605 rBV2 41195 56778 2.19% 0.329%
29 18.517 2620 2626 2639 rBV 479965 768908 29.68% 4._.450%
30 18.658 2647 2650 2657 rVB3 38830 61910 2.39% 0.358%
31 18.729 2657 2662 2671 rVV 70105 127638 4._.93% 0.739%
32 18.805 2671 2675 2681 rVB2 48537 65749 2.54% 0.381%
33 18.987 2703 2706 2711 rVB6 21294 28937 1.12% 0.167%

34 19.105 2721 2726 2734 rBV 102300 172135 6.64% 0.996%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 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
35 19.322 2760 2763 2771 rVB3 33173 51590 1.99% 0.299%
36 19.634 2812 2816 2823 rVB6 20377 33447 1.29% 0.194%
37 20.109 2891 2897 2903 rBY 1881388 2590973 100.00% 14.997%
38 20.650 2985 2989 2997 rVB10 12334 27769 1.07% 0.161%
39 20.879 3024 3028 3033 rBV7 26764 43244 1.67% 0.250%
40 21.402 3112 3117 3123 rBV1O0 24997 55161 2.13% 0.319%
41 21.807 3180 3186 3193 rVB2 511409 855170 33.01% 4 _.950%
42 22.036 3221 3225 3230 rVB7 17278 27783 1.07% 0.161%
43 22.571 3312 3316 3323 rVB3 21216 32998 1.27% 0.191%
44 22.759 3342 3348 3356 rBvV2 49328 102969 3.97% 0.596%
45 23.288 3433 3438 3444 rVB3 31823 54253 2.09% 0.314%
46 24.122 3573 3580 3588 rVvB3 40919 90510 3.49% 0.524%
47 25.114 3740 3749 3750 rBv4 34946 76797 2.96% 0.445%
48 25.173 3750 3759 3771 rVB2 289698 867430 33.48% 5.021%
49 26.283 3940 3948 3957 rVB3 26533 83011 3.20% 0.480%
50 27.693 4180 4188 4190 rBVS 13419 30749 1.19% 0.178%
Sum of corrected areas: 17277158
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

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

Abundance TIC: BG039947.D

1500000

1000000

8.47 0.32
3.27 -
500000 767

10.97
5.69 299 8.15 11.00

523 A 986 103@&0 12.67

R s e L L e ¥ B e ol

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039947.D

2011

1500000
13.40

1000000

16.26

500000

20.66.88 21.40

04
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 TIC: BG039947.D

1500000

1000000

500000
25.17

o 23&29 24J1L12 25/11 26.28 27.69
i B o e e o B B B o B B L B e e ey

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.27 52.14 ng 723621 1,4-Dichlorobenzene-d4 8.15
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 30 (3.268 min): BG039947.D (-27) (-) m/z 73.15 100.00%
3
5000 43
55 g7
37| 49 o5 3.203.30 3.40 3.50 3.60 3.70
O oL 49 L 8 e || M/Z 43.15  44.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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 33.91%
o ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.203.30 3.40 3.50 3.60 3.70
5000 a1 55 m/z 87.15 26.09%
| :
ok 1l MLW U etl o | o7 12 1z
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.203.30 3.40 3.50 3.60 3.70
m/z 41.15 13.16%
5000 43
58
e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.23 2.27 ng 31445 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Octanol 130 C8H180 000589-98-0 36
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33

Abundance Scan 364 (5.230 min): BG039947.D (-359) (-) m/z 43.15 100.00%
43
59
5000
101 RN RS AR S
480 5.00 5.20 5.40 5.60
O 2l 8 | "m/z 59.15  59.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR L SRR RN A
59 480 5.00 520 5.40 5.60
m/z 40.05 21.72%
15 31 101
o 25,70 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540 5.60
5000 m/z 101.15 13.63%
41
o I A 1 73 86 |
LR U SR SR UL UL FULRLIL IR SO S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L L
59 480 5.00 5.20 5.40 5.60
m/z 41.15 9.78%
5000
a1 101
0 15 ! \3\1 ! ‘ N 53\\ 69 8\3
m/z--> 10 ' ' 40 50 6|O 7'0 80 90 100 110 480 5.00 5.20 5.40 5.60

8270-BG030419.M Mon Mar

18 16:50:51 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.67 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

7.67 48_.51 ng 673236 1,4-Dichlorobenzene-d4 8.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 779 (7.667 min): BG039947.D (-771) (-) m/z 132.15 100.00%

132
5000 68 /\
40 % - 740 7.60 7.80 8.00
ol e L m/z 68.15 45.38%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL UL L R

7.40 7.60 7.80 8.00
m/z 134.15  31.46%

0...M5p J..J.. —
m/z--> 50 100 150 200 250 300 350
Abundance #14491: 5-Aminoindole
132
R R R
7.40 7.60 7.80 8.00
5000 m/z 66.15 31.12%
104
ol ,?ﬁ“,,.ss S
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- s
132 7.40 7.60 7.80 8.00
m/z 69.15 19.53%
5000
63
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BG030419.M Mon Mar 18 16:50:51 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 10

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

9.86 3.12 ng 68146 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-o0l. 1.3.3... 154 C10H180 001632-73-1 72
2 1H-Pvrrole. 1-butvl- 123 C8H13N 000589-33-3 43
3 4-Ethvilcvclohexanol 128 C8H160 004534-74-1 40
4 Cvclohexanol. 4-(1-methvlethvl)- 142 C9H180 004621-04-9 38
5 Fenchol, exo- 154 C10H180 022627-95-8 38

Abundance Scan 1152 (9.859 min): BG039947.D (-1143) (-) m/z 81.25 100.00%
5000
9.60 9.80 10.00 10.20
0’ m/z 80.15 53.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26860: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!l-
g1
5000 i e
9.60 9.80 10.00 10.20
93 1101 m/z 41.15 45 .30%
ol ,;s;,l,,J,.l,,,,|||,|,,,I,.,|,|,I,, |.|.||, Al ..|....1,o,:§|, I,,,,Il,.,,,I,%??I,,,,Ilf»ft,l,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10219: 1H-Pyrrole, 1-butyl-
81
9.60 9.80 10.00 10.20
5000 m/z 43.15 40.39%
123
5 67
H oo 94 108
O”P”W””P”W””P”W””P”'””P”W””P”W“”P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12481: 4-Ethylcyclohexanol R A RA aas R S
81 9.60 9.80 10.00 10.20
m/z 55.15 29.09%
43 57
5000
110
LT
O'W}?P'ﬂv“'v“'JH““Mm““mq“PAW'“ﬁ““I}%?'“P“W'“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 (+)-Borneol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.04 ng 66363 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+Y-Borneol 154 C10H180 1000150-76-3 72
2 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 64
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 58
4 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 58
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 58
Abundance Scan 1300 (10.728 min): BG039947.D (-1292) (-) m/z 95.25 100.00%
95
5000
4l 110
|| 5 67 g, 121 139 10.40 10.60 10.80 11.00
Ol prrrrrrrrrprreilite bt bl W T Tm/z 41.15 21.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26633: (+)-Borneol
95
5000
10.40 10.60 10.80 11.00
4l 110 m/z 110.15 15.73%
Lo m B e | Ta am o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26951: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e...
95
10.40 10.60 10.80 11.00
5000 m/z 43.20 15.05%
41 110
55 67 121 139
0"P%?'P"ml”'”J“"I“'”I”'J”“'“?ﬁ"lﬂ"l'”aiu'”l"'W"lJP"'&§?'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6016: 1,4-Pentadiene, 2,3,3-trimethyl-
95 10.40 10.60 10.80 11.00
m/z 55.25 12 .55%
41
67
5000 55
27 110
0”P”W””P”W””P”W””P”f{”P”W””P”W””P”W””P”W”
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Terpinen-4-ol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.34 ng 51050 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terpinen-4-ol 154 C10H180 000562-74-3 95
2 3-Cvclohexen-1-o0l. 4-methvl-1-(1... 154 C10H180 020126-76-5 68
3 1-Cvclopentene-l1-methanol. 2-met... 154 C10H180 080113-82-2 38
4 2-Buten-1-ol. 3-methvl- 86 C5H100 000556-82-1 30
5 2-Octen-4-ol, (E)- 128 C8H160 020125-81-9 27
Abundance Scan 1316 (10.822 min): BG039947.D (-1308) (-) m/z 71.15 100.00%
7
93
43
5000 55 111
81
121 136 154 182 10.60 10.80 11.00 11.20
of et | m/z  93.15  69.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26662: Terpinen-4-ol
!
43
5000 93 111
55 10.60 10.80 11.00 11.20
m/z 43.15 59.16%
27 81 o1 136 154
04 SRRSO | U P S P —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26914: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, (R)-
!
10.60 10.80 11.00 11.20
5000 43 03 1 m/z 111.05 48 _.35%
55
136 154
\‘ \“ \HH \\ﬁ3‘ \\\\102 N 12\1‘ ‘ ‘
L L W UL L WL S
m/z--> 20 40 60 80 100 120 140 160 180 A M
Abundance #26932: 1-Cyclopentene-1-methanol, 2-methyl-5-(1-methylethyl) A
93 111 10.60 10.80 11.00 11.20
m/z 55.10 48.05%
5000
43 81
5 154
A O N O
0 II‘I\II‘I |‘|‘|‘|‘| |‘i“||‘i”||=l‘| Iulw‘lwl IMI ||l‘| — |‘||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 7-Methoxymethyl-2,7-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.28 18.51 ng 548357 Acenaphthene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxvmethvl-2.7-dimethvlcvcl... 164 C11H160 073992-48-0 78
1-(2-Methoxyvy-1-methvlethvl)-2-me... 164 C11H160 1000210-02-1 47
3 o-Cvmene 134 C10H14 000527-84-4 43
4 4-0xo0-4-(para-tolvD)-butvric acid 192 C11H1203 004619-20-9 38
5 Ethyl 1,3-dithiane-2-carboxylate 192 C7H1202S2 020462-00-4 38
Abundance Scan 2075 (15.281 min): BG039947.D (-2066) (-) m/z 119.15 100.00%
119
5000 132 /L
_— 12 15,00 15.20 15.40 15.60
41 51 65 103
0 |l Mo 189 175 L , m/z 132.15  41.25%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #33693: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-triene
119
5000
91 15.00 15.20 15.40 15.60

m/z 91.15 23 .53%

7 132
65 ‘ 103 |
y— .I,l.u. PR P s | N S - S
m/z--> 20 60 80 100 120 140 160 180
Abundance #33670. 1-(2-Methoxy-1-methylethyl)-2-methyloenzene
119

15.00 15.20 15.40 15.60

5000 m/z 117.15 21.94%
91
45
65 77 ‘ 103 132 164
ol el e T L LR e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene R EEmmmwa L R
119 15. 00 15. 20 15. 40 15 60

m/z 192.25 17.68%

5000
o1 134
27 ‘\1\1 51 6\5 7\7 103 )]
0 1 l In

m/z--> 20 40 60 80 100 120 140 160 180 15. OO 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 3,4,5-trimethoxyphenyl-2-pr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.26 3.83 ng 151345 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4.5-trimethoxvphenvl-2-propanone 224 C12H1604 1000378-97-6 53
2 2.5-Dimethoxv-N.N"-diformvl-p-ph... 224 C10H12N204 1000250-95-2 52
3 3-MethoxvcarbonvImethoxv-benzoic... 224 C11H1205 1000317-51-5 50
4 Benzenebutvric acid. 2.3-dimethoxv- 224 C12H1604 064400-76-6 49
5 1,1-Dimethyl-2-(diphenylmethylen... 224 C15H16N2 024398-55-8 46
Abundance Scan 2582 (18.259 min): BG039947.D (-2576) (-) m/z 224.15 100.00%
224
181
5000
77 195
a1 55 91 106 121 137149 163 I B NP
209 | 236 18.00 18.20 18.40 18.60
0 LﬂJTT m/z 181.15 68.77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #80722: 3,4,5-trimethoxyphenyl-2-propanone
181
5000
18.00 18.20 18.40 18.60
43 224 m/z 195.15 38.36%
148
ol .| 54 65 77 91 105 120 137 | 167 | 202
m/z--> 40 eb 85 160 150 140 160 180 200 220 240
Abundance #80459: 2,5-Dimethoxy-N,N'-diformyl-p-phenylenediamine
224
125 18.00 18.20 18.40 18.60
5000 181 m/z 77.15 35.87%
153
5 110
41 3% 68 g5 g4 ‘ 167 | 196
0 Hm‘\\ HH m..”.lul |||||||||||‘|||‘|||||||||“lllll
m/z--> 40 80 100 120 140 160 180 200 220 240
Abundance #80564. 3-Methoxycarbonylmethoxy-benzoic acid, methyl ester T T T T T T T
224 18.00 18.20 18.40 18.60
m/z 91.10 32.08%
165
5000
5 59 76 135 193
LT
oLl \\‘,I\lu,”q‘,,J,\Illlslo, bae |
m/z--> 40 60 8 100 120 140 160 180 200 220 240 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknownl8.52 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.52 19.47 ng 768908 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 46
2 1.4-Benzodioxin., 4a.5.6.7.8.8a-h... 154 C9H1402 007196-96-5 25
3 Formic acid. (4-fluorophenvl)met... 154 C8H7F02 1000368-72-9 22
4 1H-Pvrrole. 4-ethvl-2.3-dimethvl- 123 C8H13N 000491-18-9 22
5 2,5-Furandione, dihydro-3-(2-met... 154 C8H1003 018908-20-8 22
Abundance Scan 2626 (18.517 min): BG039947.D (-2620) (-) m/z 57.25 100.00%
57
41 gs 109
5000 127
| *9 18.20 18.40 18.60 18.80
3 SN | A T m/z 109.20 61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
5000 UL BRSNS SRR
83 18.20 18.40 18.60 18.80
57 m/z 41.15 53.39%
39
oL 18 9, 1,9 || 123 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27760: 1,4-Benzodioxin, 4a,5,6,7,8,8a-hexahydro-2-methyl-...
856
67
18.20 18.40 18.60 18.80
5000 54 154 m/z 85.15 53.34%
27 41
15 “ 111
0 \“ i ‘ D Ll 98 ‘ 125137
m/z--> ﬁo a0 éo éo 100 120 140 160 180 200 220 240
Abundance #27578: Formic acid, (4-fluorophenyl)methy! ester
9 18.20 18.40 18.60 18.80
m/z 108.10 53.09%
5000
o} e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknownl18.73 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.73 3.23 ng 127638 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isohexvl 3-methvl... 340 C21H2404 1000315-37-1 47
2 Acetamide. N-(p..beta.-dihvdroxy... 293 C15H19N0O5 014383-57-4 35
3 Phthalic acid. 4-methvlhept-3-vl... 320 C19H2804 1000377-93-7 27
4 Phthalic acid. hexvl phenvl ester 326 C20H2204 1000314-87-2 25
5 Phthalic acid, 2-cyclohexylethyl... 332 C20H2804 1000309-06-9 22
Abundance Scan 2662 (18.729 min): BG039947.D (-2657) (-) m/z 149.10 100.00%
149
57
5000
191 233 548
163 206 18.40 18.60 18.80 19.00
0 m/z 57.20 77.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #176968: Phthalic acid, isohexyl 3-methylphenyl ester
149
85
5000 18.40 18.60 18.80 19.00
43 108 233 m/z 85.15 42.30%
0 29 5|7 P TV Y ||l 121 176 211 "
m/z--> ﬁo 45 eb éo 160 150 110 1éo 1§o 200 220 210

Abundance #138516: Acetamide, N-(p,.beta.-dihydroxyphenethyl)-N-meth...
149

43 191 18.40 18.60 18.80 19.00
5000 233 m/z 105.10 24 .82%
107
15 56 17 o 133
o b2 | [, | 9 | 120797 | 162176 | 204218 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161365: Phthalic acid, 4-methylhept-3-y| propyl ester B
149 18.40 18.60 18.80 19.00
m/z 103.15 24 . 17%
5000
191
o 29 43 57 70 83 104 121135 | 167 ‘ 2?9
s B LA B e e B MR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 (R-(R*,R*))-4-(1,5-Dimethyl.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.10 4_.36 ng 172135 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (R-(R*.R*))-4-(1.5-Dimethvl-3-ox... 252 C15H2403 006753-22-6 74
2 1-Cvclohexene-1-carboxvlic acid.... 266 C16H2603 017904-27-7 53
3 Hvdroxvtoluic Acid 152 C8H803 000083-40-9 35
4 1H-Purine. 6-methvl- 134 C6H6N4 002004-03-7 27
5 2-Benzoxazolamine 134 C7H6N20 004570-41-6 27
Abundance Scan 2725 (19.099 min): BG039947.D (-2721) (-) m/z 134.15 100.00%
7 134
152
5000 41 29 107
3 177 44 206 18.80 19.00 19.20 19.40
1 191 234 - - - -
o L m/z 57.20 92.12%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103949: (R-(R*,R*))-4-(1,5-Dimethyl-3-oxohexyl)-1-cyclohe...
134
152
5000 57 UV BN
gs 107 18.80 19.00 19.20 19.40
‘ ‘ m/z 152.15 60.59%
0 "'| J” | |I| I|| I| \h ||I.|I Ilf o
miz--> 40 80 100 120 140 160 180 200 220 240
Abundance #115667. 1-Cyclohexene-1-carboxylic acid, 4-(1,5-dimethyl-...
134
18.80 19.00 19.20 19.40
57 m/ 41.15 47 .54Y%
5000 al 79 107 . z 1
234
93 | 121 || 149 206
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25816: Hydroxytoluic Acid R AREREE TS S
106 134 18.80 19.00 19.20 19.40
152 m/z 107.15  46.76%
5000
78
e
i del el | e Y e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 5-Methoxy-3,7-dihydroxyflav... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.76 2.41 ng 102969 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methoxv-3.7-dihvdroxvflavanone 286 C16H1405 087620-04-0 50
2 5-Fluoro-2-methvl-benzothiazole 167 C8H6FNS 000399-75-7 49
3 2-Propanone. 1.1-diphenvl- 210 C15H140 000781-35-1 49
4 Benzene. 1.17.1""-(l-ethanvl-2-v... 258 C20H18 001520-42-9 47
5 Acetamide, 2,2-diphenyl-N-(4-chl... 366 C20H15CIN203 1000295-48-3 47
Abundance Scan 3348 (22.759 min): BG039947.D (-3342) (-) m/z 167.10 100.00%
167
5000
91 257 286
2 l 140 \l 22.40 22.60 22.80 23.00
195 229 : : : -
Ol bihl.lla.i.',#ll'?.ﬂ',t. 384 sz 257.15  26.74%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #132586: 5-Methoxy-3,7-dihydroxyflavanone
167
5000
22.40 22.60 22.80 23.00
1 . 257 406 m/z 286.15 26 .56%
L S A U U L UL UL WL L
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36089: 5-Fluoro-2-methyl-benzothiazole
167
22.40 22.60 22.80 23.00
0
5000 126 m/z 91.15 25.88%
69
0 15 4\5 ll \l]:c.)o 1h )
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69544: 2-Propanone, 1,1-diphenyl- R e  RERRE N
167 22.40 22.60 22.80 23.00
m/z 166.10 18.92%
5000
43
m'z--> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039947.D

Aca On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample : K1909-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
24 .12 2.09 ng 90510 Perylene-d12 25.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Docosane 310 C22H46 000629-97-0 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 3580 (24.122 min): BG039947.D (-3573) (-) m/z 57.15 100.00%
57
5000

23.80 24.00 24.20 24.40

141 193 249 295 355
Ol ks J,“-, e || M/Z 71.20  51.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
5000

23.80 24.00 24.20 24.40
m/z 43.15 50.35%

141 183 225 267 338

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane
517
ULV BAREE
23.80 24.00 24.20 24.40
5000 m/z 85.25 35.66%

99
260 )], 141 183 225 267 310

(O A B n s e e A BARAS BARRE RaE s EaE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 23.80 24.00 24.20 24.40
m/z 69.15 19.58%
5000

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

L A S I SR e L e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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\BG031519\
Data File : BG039947.D

Acq On : 15 Mar 2019 18:49

Operator : JU/SJ

Sample - K1909-01

Misc :

ALS Vial : 12 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 52.1 ng 723621 1 8.15 277582 20.0
2-Pentanone, 4-hy... 5.23 2.3 ng 31445 1 8.15 277582 20.0
unknown7 .67 7.67 48.5 ng 673236 1 8.15 277582 20.0
Bicyclo[2.2.1]hep. .. 9.86 3.1 ng 68146 2 10.97 436660 20.0
(+)-Borneol 10.73 3.0 ng 66363 2 10.97 436660 20.0
Terpinen-4-ol 10.82 2.3 ng 51050 2 10.97 436660 20.0
7-Methoxymethyl-2... 15.28 18.5 ng 548357 3 14.78 592474 20.0
3,4,5-trimethoxyp... 18.26 3.8 ng 151345 4 17.52 789770 20.0
unknown18.52 18.52 19.5 ng 768908 4 17.52 789770 20.0
unknownl18.73 18.73 3.2 ng 127638 4 17.52 789770 20.0
(R-(R*,R*))-4-(1,... 19.10 4.4 ng 172135 4 17.52 789770 20.0
5-Methoxy-3,7-dih... 22.76 2.4 ng 102969 5 21.81 855170 20.0
Tetracosane 24_12 2.1 ng 90510 6 25.17 867430 20.0
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