LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG032619\
Data File : BG040163.D
Aca On - 27 Mar 2019 1:40 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\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 3.194 12 18 26 rBv 247035 581293 18.41% 2.511%
2 3.270 26 31 44 rVB 685870 1070407 33.90% 4.623%
3 5.227 357 364 371 rBV 33754 55949 1.77% 0.242%
4 5.685 436 442 451 rBV 346046 546870 17.32% 2.362%
5 6.795 625 631 639 rBV 24119 36873 1.17% 0.159%
6 7.289 707 715 728 rBV 222143 408684 12.94% 1.765%
7 7.665 770 779 785 rBV 590253 1033784 32.74% 4 .465%
8 8.140 854 860 870 rVB 186252 321129 10.17% 1.387%
9 8.375 894 900 907 rBV 39271 67880 2.15% 0.293%
10 8.463 907 915 924 rVB 736919 1285775 40.72% 5.554%
11 9.315 1052 1060 1067 rBV 643029 1188998 37.65% 5.136%
12 9.856 1144 1152 1160 rBvV2 53381 95930 3.04% 0.414%
13 10.249 1212 1219 1228 rVB5 24784 57567 1.82% 0.249%
14 10.361 1231 1238 1246 rVB2 32917 59918 1.90% 0.259%

15 10.719 1292 1299 1306 rBV 61550 113582 3.60% 0.491%

16 10.801 1306 1313 1317 rBV3 45501 79203 2.51% 0.342%
17 10.960 1331 1340 1342 rBV 246065 429905 13.61% 1.857%
18 10.995 1342 1346 1358 rVB 457893 811073 25.69% 3.503%
19 11.248 1384 1389 1395 rBV3 29818 52343 1.66% 0.226%
20 11.500 1423 1432 1443 rBV 41337 101830 3.22% 0.440%

21 12.664 1625 1630 1637 rVB3 28305 49813 1.58% 0.215%
22 12.752 1637 1645 1656 rBV 124250 270838 8.58% 1.170%
23 13.386 1743 1753 1766 rBV 1727974 2678836 84.84% 11.571%
24 14.091 1866 1873 1879 rVB5 21248 43647 1.38% 0.189%
25 14.209 1887 1893 1897 rBV 20906 37284 1.18% 0.161%

26 14.767 1981 1988 1995 rBV2 367427 614683 19.47% 2.655%
27 15.289 2065 2077 2088 rBV 688504 1561314 49.44% 6.744%
28 15.395 2092 2095 2102 rVB6 20808 35706 1.13% 0.154%
29 15.812 2160 2166 2178 rBV2 58949 120993 3.83% 0.523%
30 16.253 2234 2241 2250 rBV 897753 1396563 44.23% 6.032%

31 17.510 2449 2455 2461 rBV 506251 753911 23.88% 3.256%
32 18.086 2548 2553 2561 rBVS 33026 79095 2.50% 0.342%
33 18.262 2577 2583 2590 rBV9 31485 74716 2.37% 0.323%
34 18.368 2596 2601 2608 rBV 100288 156408 4_.95% 0.676%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG032619\
Data File : BG040163.D
Aca On - 27 Mar 2019 1:40 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method :
Title :

35 18.509 2619 2625 2639 rBV 366033 663023 21.00% 2.864%

36 18.661 2646 2651 2658 rBV 397869 591937 18.75% 2.557%

37 19.096 2721 2725 2731 rBV5 40782 67767 2.15% 0.293%
38 19.313 2759 2762 2768 rVB3 27942 41901 1.33% 0.181%
39 19.625 2812 2815 2820 rBV4 34861 39435 1.25% 0.170%
40 19.742 2831 2835 2841 rBVY 58457 92861 2.94% 0.401%

41 20.101 2890 2896 2902 rBV 2290435 3157689 100.00% 13.639%
42 21.399 3110 3117 3124 rBV3 66204 150558 4.77% 0.650%
43 21.792 3178 3184 3193 rVB 488039 825577 26.14% 3.566%
44 22.550 3310 3313 3318 rVB2 26695 41871 1.33% 0.181%
45 23.267 3429 3435 3442 rBV3 47524 94134 2.98% 0.407%

46 24.095 3569 3576 3584 rVB 43920 102149 3.23% 0.441%
47 25.070 3735 3742 3747 rBV2 39247 103898 3.29% 0.449%
48 25.147 3747 3755 3766 rVB3 262178 780218 24.71% 3.370%

49 26.245 3933 3942 3951 rvB4 32124 93971 2.98% 0.406%
50 27.643 4173 4180 4182 rBV6 15382 31974 1.01% 0.138%
Sum of corrected areas: 23151763
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LSC Report - Integrated Chromatogram

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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: BG040163.D
2000000
1500000
1000000
3.27 8.46 0.32
500000
8.19

%@elaqggmds 11.26L.50

o
7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG040163.D

Time--> 3.50 4.00 450 500 550 6.00 6.50

Abundance

20110

2000000
13.39

1500000

1000000 16.25

15.29
21.79

21.40 2255

17.51

1818,66

500000 14.77

19.10.319874

o 14021 401581 18789
T T T e T T P e e T e 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 TIC: BG040163.D
2000000
1500000
1000000
500000
25.15
. 23.27 24.10 25A7 26.25 27.64
e e e T e e o
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\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 66.67 ng 1070410 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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 31 (3.270 min): BG040163.D (-26) (-) m/z 73.15 100.00%
7B

-

5000 43
\‘L ‘ 351 3.203.303.40 3.50 3.60 3.70
e L m/z 43.15 44.29%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000

3.203.303.403.50 3.60 3.70

43
m/z 55.15 33.07%
ﬁ—HLJJ.J.L,.. ——
m/z--> 50 100 150 200 250 300 350
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 3.203.303.40 3.50 3.60 3.70
5000 m/z 87.25 27.83%
15 |\ 1 i 97
L B e e e e T e o e e s L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #1877: Acetamide, N-ethyl-
30 3.203.303.40 3.50 3.60 3.70
m/z 41.15 13.70%
5000 87
N
m/z--> 50 100 150 200 250 300 350 3.203.303.403.50 3.60 3.70
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 16

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

5.23 3.48 ng 55949 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 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16

Abundance Scan 365 (5.232 min): BG040163.D (-357) (-) m/z 43.15 100.00%
a3
59
5000
101 R R A
e | a3 | 480 500 520 5.40 5.60
R B L B L e S R m/z 59.15 61.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-

43

5000 e
4.80 500 5.20 5.40 5.60

59 m/z 101.15 17.71%

101
27 36| 51 || 67 7683 o1
ettt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59
e
4.80 5.00 5.20 5.40 5.60
5000 41 m/z 58.15 17.40%
31
H 69 g7
s el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 5.20 5.40 5.60
m/z 41.15 10.55%
5000 41
68
W50 L 126 14
R BE s e L R AR L L e EaARaRaRRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 unknown7.66 Concentration Rank 3

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

7.66 64 .38 ng 1033780 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 778 (7.659 min): BG040163.D (-770) (-) m/z 132.15 100.00%
132
5000 68
20 54 % 740 7.60 7.80 8.00
Jrer lws W m/z 68.15  42.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 U I I L
7.40 7.60 7.80 8.00
33 44 o 105 m/z 134.15 31.73%
,,,|,II.,.,,6,‘?”|,,$9”,,||,|.,}1,5|,, ‘...
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 740 7.60 7.80 8.00
5000 og 116 m/z 66.15 29.30%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.68%
97
5000
70
31
Y% | e | ius |
m/z--> 40 60 80 100 120 140 160 180 740 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 11

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

9.86 4_.46 ng 95930 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 87
2 Fenchol. exo- 154 C10H180 022627-95-8 74
3 Bicvclol2.2_11Theptan-2-ol. 1.3.3... 196 C12H2002 076109-40-5 38
4 Bi-2-cvclohexen-1-vl 162 C12H18 001541-20-4 38
5 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 38

Abundance Scan 1153 (9.862 min): BG040163.D (-1144) (-) m/z 81.15 100.00%

5000

9.60 9.80 10.00 10.20
m/z 80.15 60.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26860: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-

\
9.60 9.80 10.00 10.20
m/z 41.15 40.93%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26656: Fenchol, exo-
81
43
9.60 9.80 10.00 10.20
5000 m/z 43.15 38.13%
55 69
| AL e
e l‘.‘ﬁ“l‘ I .“l‘.‘ .“l“l‘.‘l“‘lul .‘. ‘. : I“' : .].-3‘|9. |1|5|4| T
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... R B B e
81 9.60 9.80 10.00 10.20
m/z 55.15 30.54%
43
5000
55 69 o7 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

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032619\

Data Path :

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40
Operator : JU/SJ

Sample - K2103-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

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

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

Peak Number 7 unknownl10.25 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.68 ng 57567 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Verbenol 152 C10H160 001845-30-3 47
2 (CvclopropvDtrivinvisilane 150 C9H14Si 1000109-93-8 27
3 Bicvclol2.2.1Thept-2-en-2-amine.... 137 C9H15N 041455-23-6 18
4 Pentanoic acid. 5-cvclopropvlide... 154 C9H1402 162378-01-0 14
5 1H-Pyrrole, 2-ethyl-4-methyl- 109 C7H11N 069687-77-0 14
Abundance Scan 1219 (10.249 min): BG040163.D (-1212) (-) m/z 109.15 100.00%
109
55
4 !
5000 119
‘ ||| | h |||h | | 134 10.00 10.20 10.40 10.60
S 1| R/ A o 1S Y PR S m/z 55.10 74.66%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #25078: cis-Verbenol
a4
59 " 109
5000 67 81
10.00 10.20 10.40 10.60
51 119 m/z 41.15 69.81%
137
,....,....,!.-..:|.!!'.i.'.|!!;~:7.4.!!“I..,!|.!'.1,‘.’?.‘:|!:...~.i'.'...,.:..,...
miz--> 20 40 50 70 80 90 100 110 120 130 140
Abundance #24620: (Cyclopropyl)trivinylsilane
109
55 83 10.00 10.20 10.40 10.60
5000 95 m/z 94.15 63.92%
23 6 122
i r |
w'”1“'ﬁ“m'wuhl“JHh“'H““F“'w'“ww'“N“'w'“'w“
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16826: Bicyclo[2.2.1]hept-2-en-2-amine, N,N-dimethy!-
109 10.00 10.20 10.40 10.60
o4 m/z 81.20 63.39%
5000
43
53 65 137
P'”I'“'P"W'”'I”'W"”I“"P'“I'”'P"j??'P"W'“
mz--> 20 40 50 70 80 90 100 110 120 130 140 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 Bicyclo[2.2_.1]heptan-2-one,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.36 2.79 ng 59918 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 93
2 (+)-2-Bornanone 152 C10H160 000464-49-3 90
3 Camphor 152 C10H160 000076-22-2 90
4 Tricvclol2.2.1.0(2.6)1heptan-3-0... 152 C10H160 062560-53-6 58
5 4-(1,2-Dimethyl-cyclopent-2-enyl... 166 C11H180 075698-06-5 47
Abundance Scan 1238 (10.361 min): BG040163.D (-1231) (-) m/z 95.25 100.00%
95
81
41
5000 55 6 108
152 RUNNUNSEUUARSN RS
| | Ll | | 122 137 10.00 10.20 10.40 10.60
e e e m/z 81.15 64.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81
41
5000 % 89 108 10.00 10.20 10.40 10.60
. ‘ ‘ 152 m/z 41.15 52 .25%
"P%?W"l”'“'im"#L'W'JJi'“U!L"ﬁLLW"“I'“'lg%"}EZ'“'I“"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25104: (+)-2-Bornanone
95
81 10.00 10.20 10.40 10.60
5000 a 69 108 m/z 55.15 48.97%
55 152
A O I :
"v%?w"il'“'hm"ﬁh'w'”“"“Ulh"ﬁkhw"“l'“'}%%w'}“z'“'lﬁ"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25058: Camphor
4 95 10.00 10.20 10.40 10.60
81 m/z 108.25 41.20%
5000 27 5 69 108
152
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 endo-Borneol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.72 5.28 ng 113582 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 endo-Borneol 154 C10H180 000507-70-0 90
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 64
3 Bicvclol2.2.1Theptane., 2-(1.1-di... 164 C12H20 069219-08-5 59
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 58
5 Cycloheptane, 1-bromo-3-iodo- 302 C7H12Brl 1000337-09-9 53
Abundance Scan 1299 (10.719 min): BG040163.D (-1292) (-) m/z 95.15 100.00%
95
5000
55 67 110
121 135 10.40 10.60 10.80 11.00
- .,....',||....', .'.'-. ot A0 207 | hsm o 43.15  25.13%
m/z--> 20 100 120 140 160 180 200
Abundance #26642: endo-Borneol
9
5000
10.40 10.60 10.80 11.00
& 67 110 m/z 41.15 16.07%
121 139
,,Lfsl,.,.,,||||,,,.|,.|,|;..,,.7.|9...,,.:| I Bl - S
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #5816: Furan, 2-ethyl-5-methyl-
95
10.40 10.60 10.80 11.00
5000 m/z 110.25 13.40%
110
853 67 81 | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33800: Bicyclo[2.2.1]heptane, 2-(1,1-dimethyl-2-propenyl)-
95 10.40 10.60 10.80 11.00
m/z 55.15 12 .54%
5000
m/z--> 20 40 60 8IO 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040163.D

Aca On : 27 Mar 2019 1:40

Operator : JU/SJ

Sample : K2103-02

Misc :

ALS Vial : 17 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 Terpinen-4-ol Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.80 3.68 ng 79203 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terpinen-4-ol 154 C10H180 000562-74-3 76
2 3-Cvclohexen-1-o0l. 4-methvl-1-(1... 154 C10H180 020126-76-5 68
3 2-Buten-1-ol. 3-methvl- 86 C5H100 000556-82-1 43
4 Spirol2.41heptane-5-methanol. 5-... 142 C8H1402 109532-58-3 27
5 2-Buten-1-ol, 2-methyl- 86 C5H100 004675-87-0 27

Abundance Scan 1313 (10.801 min): BG040163.D (-1306) (-) m/z 71.15 100.00%
!
93
43 111
5000 55
8 136 154
121 182 10.40 10.60 10.80 11.00 11.20
T m/z 93.15 66.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26662: Terpinen-4-ol
7
43
5000 93 111
55 10.40 10.60 10.80 11.00 11.20
m/z 111.25 62.10%
27 81 o1 136 154
1y [ !
m/z--> 20 40 60 80 100 120 140 160 180
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 11 m/z 43.15 55.77%
55
154
||||||||‘|‘| ; .“.‘lu“l“l .“ﬁ..‘l“. - i Illg:!"lflTGI R et
m/z--> 20 40 80 100 120 140 160 180
Abundance #1790: 2-Buten-1-ol, 3-methyl-
7 10.40 10.60 10.80 11.00 11.20
m/z 55.15 43.96%
41
5000
53
27 ‘ 86
||1|5|||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 10.40 10.60 10.80 11.00 11.20

8270-BG030419.M Thu Mar 28 18:52:52 2019
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 Benzeneacetic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.50 4.74 ng 101830 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 87
2 Benzeneacetic acid. 2-methvlprop... 192 C12H1602 000102-13-6 64
3 Pentvl phenvlacetate 206 C13H1802 005137-52-0 64
4 Benzoic acid. 4-methvyl- 136 C8H802 000099-94-5 59
5 2-Benzyloxy-4-bromobutane-1,3-diol 274 C11H15BrO3 1000191-12-1 50
Abundance Scan 1432 (11.500 min): BG040163.D (-1423) (-) m/z 91.15 100.00%
o
5000
136
65
39 51 77 111 11.20 11.40 11.60 11.80
S O I et S m/z 136.15 27 .55%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16280: Benzeneacetic acid
Ji
5000 U AR DU UL U
136 11.20 11.40 11.60 11.80
65 m/z 92.15 20.79%
a8 | 77 | 10718 ‘
m/z--> ﬁo Jo 65 85 160 150 150 1éo 1§o 260
Abundance #54462: Benzeneacetic acid, 2-methylpropyl ester
g1
11.20 11,40 11.60 11.80
5000 136 m/z 65.15 16.07%
57
41
Ly ) a0 M | 140 177 192
m/z--> ﬁo Jo 65 85 160 150 150 1éo 1§o 260
Abundance #65888: Pentyl phenylacetate
g1 11.20 11.40 11.60 11.80
m/z 63.15 7.42%
43
5000
- 65 136
Tl 2 g ) o815 | 102 206
m/z--> ﬁo Jo 65 85 160 150 150 1éo 1§o 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 Hydrocinnamic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.75 12.60 ng 270838 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 94
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 91
3 Pentafluoropropionic acid. 2-phe... 268 C11H9F502 081089-48-7 47
4 Acetic acid. trifluoro-. 2-phenv... 218 C10H9F302 055419-66-4 47
5 Benzene, (azidomethyl)- 133 C7H7N3 000622-79-7 38
Abundance Scan 1645 (12.752 min): BG040163.D (-1637) (-) m/z 91.15 100.00%
91
104
5000
150 _j\\ﬂ
65 /7 LN SRR SUURE
| | " | 131 12.40 12.60 12.80 13.00
,....',.-.'..,'....',..-'.,'....,....,....,....,.... SN m/z 104.15 54.36%
mz-> 20 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
91
104
5000 150 12.40 12,60 12.80 13.00
39516577 m/z 150.15 32.54%
|?7'”|“”"UJ'“M" '|LL"|'%%%|""|""|"" [T T e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate
91
12.40 12.60 12.80 13.00
5000 104 m/z 77.15 18.97%
51 g5 77 150
I""I"m'IJ"JM"l'It"'}%?"I""I""I"" ""I""I"%qﬁ'
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116796: Pentafluoropropionic acid, 2-phenylethyl ester
4 12.40 12.60 12.80 13.00
m/z 105.15 17 .55%
5000
51 65
27 30 " 119

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 unknownl5.29 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 50.80 ng 1561310 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 46
2 Benzenebutanoic acid. 2.5-dimethvl- 192 C12H1602 001453-06-1 45
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 43
4 3.4-Dimethvlbenzvl isothiocvanate 177 CI10H11INS 206559-59-3 43
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 43
Abundance Scan 2077 (15.289 min): BG040163.D (-2065) (-) m/z 119.15 100.00%
119
5000 132 /L
77 i 12 15.00 15,20 15.40 15.60
39 51 65 105 . . . )
el 15190 178 L 207 | m/z 132.15  42.15%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119
5000 L BRI S B UL
134 1500 15.20 15.40 15.60
o 91 108 m/z 91.15 25.60%
27
T F"}?l't"lf'?&'lfﬁ' 'll"l"l'l""I L B RN WY A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #54441: Benzenebutanoic acid, 2,5-dimethyl-
119
132
15.00 15.20 15.40 15.60
5000 m/z 117.15 22.88%
192
a1
27 39 77 105
51 65
S N ,,\HIHL Ao s 1m0 s |
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- I REERE R S e e
119 15.00 15.20 15.40 15.60
m/z 192.25 18.90%
5000
134
p 1527 3 51 65 77 9L 105 |
m/z--> 0 25 40 éo 85 100 120 1&0 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 Benzene, 1,3-hexadienyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.94 ng 120993 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 80
2 Naphthalene. 1.2-dihvdro-3-methvl- 144 C11H12 002717-44-4 46
3 Naphthalene. 1.2-dihvdro-6-methvl- 144 C11H12 002717-47-7 42
4 Bicvclol4.2.0locta-1.3.5-triene.... 144 C11H12 071721-26-1 38
5 Benzene, (1-chloro-2,2-dimethylc... 180 C11H13ClI 013153-97-4 35
Abundance Scan 2166 (15.812 min): BG040163.D (-2160) (-) m/z 129.15 100.00%
9
5000
15.40 15.60 15.80 16.00 16.20
m/z 145.25 70.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29712: Benzene, 1,3-hexadienyl-
129
5000
158 15.40 15.60 15.80 16.00 16.20
oL 115 143 m/z 147.15 43.11%
28 39 51 65 77 102 J
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #20431: Naphthalene, 1,2-dihydro-3-methyl-
129
15.40 15.60 15.80 16.00 16.20
5000 144 m/z 128.15  42.80%
115
T e L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20432: Naphthalene, 1,2-dihydro-6-methyl-
129 15.40 15.60 15.80 16.00 16.20
144 m/z 190.15 40.96%
5000
115
39 51 71 ‘
15 27
M T PR30 O O
m/z--> 20 40 60 80 100 120 140 160 180 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.37 4_.15 ng 156408 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2601 (18.368 min): BG040163.D (-2596) (-) m/z 60.10 100.00%
43 60 73
5000
18.00 18.20 18.40 18.60
m/z 73.15 93.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 43.15 85.99%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 m/z 55.15 83.94%
29
a5 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A B
60 73 18.00 18.20 18.40 18.60
43 m/z 41.15 72 .63%
5000 129
29 . 185 228
01115 | 143,171
: II‘I‘I I\I‘I\I IIII”IITI I:J-HI\I |‘i“=| " M ||:|I-|5‘7|‘i‘| : |“| I]:9‘9II2I]-I3 T e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 16 5-Fluoro-2-methylbenzoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.51 17.59 ng 663023 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 86
2 Phenacetin 179 C10H13NO2 000062-44-2 14
3 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 11
4 4-Pentvloxvaniline 179 C11H17NO 039905-50-5 11
5 Acetaminophen 151 C8H9NO2 000103-90-2 10

Abundance Scan 2625 (18.509 min): BG040163.D (-2619) (-) m/z 57.25 100.00%
g7
109
127
5000 41 85
‘ | % 179
197 18.20 18.40 18.60 18.80
S 214 232 281 | "m/z 109.20 61.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
5000 SRR SRR RN IR
18.20 18.40 18.60 18.80
‘ m/z 127.20 53.73%
1|8““|||!I||“|||||| |I| L || . ..|....|...'.|.... R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44633: Phenacetin
108
179 18.20 18.40 18.60 18.80
0
5000 43 137 m/z 108.20 53.66%
80
G S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11704: 1H-Pyrazole-4-carboxylic acid, 3-amino- T
109 . 18.20 18.40 18.60 18.80
m/z 85.15 50.78%
5000
52
38 || 67895 | |
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 18.20 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 17 unknownl8.66 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.66 15.70 ng 591937 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 45
2 Cvclohexanecarboxvlic acid. 4-(1... 268 C16H2803 017904-29-9 38
3 .beta.-Resorcvlic acid 154 C7H604 000089-86-1 30
4 Cvclopentanecarboxvlic acid. 3.3... 210 C13H2202 087753-77-3 27
5 Phenacetin 179 C10H13NO2 000062-44-2 25

Abundance Scan 2651 (18.661 min): BG040163.D (-2646) (-) m/z 57.20 100.00%

5000

18.40 18.60 18.80 19.00

0 m/z 109.25 66.36%
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 N RARRN AR AR AR

18.40 18.60 18.80 19.00
m/z 108.20 58.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117372: Cyclohexanecarboxylic acid, 4-(1,5-dimethyl-3-oxo...
57 108
e A BARE
85 18.40 18.60 18.80 19.00
5000 4l 127 m/z 136.15 52.22%
168
151 211
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #27361: .beta.-Resorcylic acid R R BEEREE R s
108 136 18.40 18.60 18.80 19.00
m/z 41.15 51.82%
154
5000 80
‘ 95
e \ e e
m/z--> 20 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\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\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 18 Cyclohexadecane, 1,2-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.65 ng 150558 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Cvcloeicosane 280 C20H40 000296-56-0 90
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 89
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 3117 (21.399 min): BG040163.D (-3110) (-) m/z 57.15 100.00%
g7
97
5000
3 152 178196 225 sy 262 21100 21120 7140 7160 7180
Ll m/z 43.15 98.00%
m/z--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
69
o7 280
5000 R PR UM BN B
21.00 21.20 21.40 21.60 21.80
125 251 m/z 55.20 95.71%
2 )y 1 8t 209 233 |
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83 LSRRI SUNIIRA BRI B
21.00 21.20 21.40 21.60 21.80
5000 m/z 69.15 80.23%
29 111
1‘ 11 J’ 1 ‘L | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane A REAmE B
55 21.00 21.20 21.40 21.60 21.80
83 m/z 97.20 74 .18%
5000
29 111
‘ L h jL1?9 168 196 224 252 280
m/z--> % 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 : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 19 Heneicosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
24 .10 2.62 ng 102149 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3577 (24.101 min): BG040163.D (-3569) (-) m/z 57.20 100.00%
g7
5000
U3 1411 170nen o1 951 283 23180 24100 2420 2440
10177128 m/z 71.20 57.49%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
23.80 24.00 24.20 24.40
29 113 m/z 43.20 55.47%
P L) 777,141 169 107 225 253 296
m/z--> §o 160 150 200 250 300 3%0
Abundance #175557: Tetracosane
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.25 39.79%
29 113
1| L I 77,141 169 197 225 253 281 309 338
m/z--> §o 160 1éo 260 250 360 3%0
Abundance #185533: Pentacosane
57 23.80 24.00 24.20 24.40
m/z 55.15 19.33%
5000 85
113
29 | T M 169 194211 239 267 205 323 352
m/z--> 5'0 1(')0 1&'30 200 25'30 300 350 23.I80 24.'00 24.'20 24.'40
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Library Search Compound Report

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

Data File : BG040163.D

Aca On - 27 Mar 2019 1:40

Operator : JU/SJ

ﬁ?ggle i K2103-02 MH-C02-SETTLED-2H-B
ALS Vial : 17 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 20 Hentriacontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
25.07 2.66 ng 103898 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 80
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 3742 (25.070 min): BG040163.D (-3735) (-) m/z 57.15 100.00%
155 183 210 230 263 | 24.80 25.00 25.20 2540

m/z 43.20 61.84%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

5000 L B LI s e e
24. 80 25 00 25 20 25. 40

m/z 71.20 51.91%

113
141 169 197 225 253 280 309

351 379 407 436

m/z--> 50 100 150 200 250 300 350 400
Abundance #153231: 5-Ethyl-5-methylnonadecane
57
24.80 25.00 25.20 25.40
5000 85 m/z 85.25 38.11%
113

Iy J } , 155183 211 253 281

m/z--> 50 100 150 200 250 300 350 400
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57 24.80 25.00 25.20 25.40
m/z 55.15 20.01%
5000
29 85

197
Ll J J 18141 168 197 243

e 7 R

m/z--> 50 100 150 200 250 300 350 400 24. 80 25 00 25 20 25. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032619\

Data File : BG040163.D

Acq On : 27 Mar 2019 1:40 Instrument :
Operator : JU/SJ BNA_G

Sample - K2103-02 ClientSampleld :
Misc - MH-C02-SETTLED-2H-B
ALS Vial : 17 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 66.7 ng 1070410 1 8.14 321129 20.0
2-Pentanone, 4-hy... 5.23 3.5 ng 55949 1 8.14 321129 20.0
unknown? .66 7.66 64.4 ng 1033780 1 8.14 321129 20.0
Bicyclo[2.2.1]hep... 9.86 4.5 ng 95930 2 10.96 429905 20.0
unknown10.25 10.25 2.7 ng 57567 2 10.96 429905 20.0
Bicyclo[2.2.1]hep... 10.36 2.8 ng 59918 2 10.96 429905 20.0
endo-Borneol 10.72 5.3 ng 113582 2 10.96 429905 20.0
Terpinen-4-ol 10.80 3.7 ng 79203 2 10.96 429905 20.0
Benzeneacetic acid 11.50 4.7 ng 101830 2 10.96 429905 20.0
Hydrocinnamic acid 12.75 12.6 ng 270838 2 10.96 429905 20.0
unknownl15.29 15.29 50.8 ng 1561310 3 14.76 614683 20.0
Benzene, 1,3-hexa... 15.81 3.9 ng 120993 3 14.76 614683 20.0
n-Hexadecanoic acid 18.37 4.2 ng 156408 4 17.51 753911 20.0
5-Fluoro-2-methyl... 18.51 17.6 ng 663023 4 17.51 753911 20.0
unknownl18.66 18.66 15.7 ng 591937 4 17.51 753911 20.0
Cyclohexadecane, ... 21.40 3.6 ng 150558 5 21.79 825577 20.0
Heneicosane 24_10 2.6 ng 102149 6 25.15 780218 20.0
Hentriacontane 25.07 2.7 ng 103898 6 25.15 780218 20.0
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