LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49 Instrument :
Operator : JU/SJ BNA_F

Sample - K2103-07 ClientSampleld :
Misc - MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.128 171 177 189 rVB 60213 113483 2.55% 0.311%
2 4.845 448 469 473 rBvV4 26356 115329 2.59% 0.316%
3 4.881 473 475 484 rVB 77869 105065 2.36% 0.288%
4 5.316 545 549 564 rVB 1413808 1384714 31.08% 3.790%
5 5.981 659 662 665 rBV 117156 100388 2.25% 0.275%
6 6.345 718 724 732 rBV 929458 1056403 23.71% 2.891%
7 6.475 742 746 751 rBV 2433851 2323018 52.15% 6.358%
8 6.545 755 758 769 rvB 65467 108629 2.44% 0.297%
9 6.698 781 784 791 rBV 1063317 961340 21.58% 2.631%
10 6.857 807 811 815 rBV 3408159 3247521 72.90% 8.889%

11 7.263 875 880 883 rBV 2391160 2549284 57.22% 6.977%
12 7.298 884 886 893 rvVB 106586 110510 2.48% 0.302%
13 7.516 920 923 932 rBV 180218 186905 4._.20% 0.512%
14 7.692 949 0953 956 rBv4 49014 67822 1.52% 0.186%
15 7.728 956 959 965 rVB 165492 145662 3.27% 0.399%

16 7.786 965 969 972 rBV2 74062 70294 1.58% 0.192%
17 7.892 984 987 990 rBV 136630 169521 3.81% 0.464%
18 7.928 990 993 999 rvv2 221372 315656 7.09% 0.864%
19 7.981 999 1002 1005 rVV 1184689 1172818 26.33% 3.210%
20 8.016 1005 1008 1021 rVV 1676951 1703417 38.24% 4.662%

21 8.116 1021 1025 1030 rVB 131532 128041 2.87% 0.350%
22 8.257 1045 1049 1059 rBvV 74992 136125 3.06% 0.373%
23 8.728 1126 1129 1133 rVV 101273 111514 2.50% 0.305%
24 8.786 1135 1139 1148 rVB 169473 211125 4.74% 0.578%
25 9.063 1180 1186 1189 rBV 4375727 4454902 100.00% 12.193%

26 9.404 1238 1244 1249 rVB2 75360 82556 1.85% 0.226%
27 9.451 1249 1252 1256 rBV 138501 120953 2.72% 0.331%
28 9.733 1296 1300 1310 rVB 1406114 1294125 29.05% 3.542%
29 10.016 1343 1348 1355 rBV 878445 1078761 24.22% 2.953%
30 10.069 1355 1357 1366 rVB4 59382 83501 1.87% 0.229%

31 10.516 1429 1433 1444 rBV 1780457 1721571 38.64% 4.712%
32 11.210 1547 1551 1557 rBV 1415921 1272970 28.57% 3.484%
33 11.598 1607 1617 1624 rBVS8 29170 82816 1.86% 0.227%
34 11.751 1639 1643 1650 rBV 840461 923226 20.72% 2.527%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49 Instrument :
Operator : JU/SJ BNA_F

Sample - K2103-07 ClientSampleld :
Misc - MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.816 1650 1654 1663 rVB 383506 466373 10.47% 1.276%

36 11.904 1666 1669 1675 rVB 350110 338543 7.60% 0.927%
37 12.457 1758 1763 1771 rBvV4 59342 137098 3.08% 0.375%
38 12.533 1771 1776 1781 rBV 1598659 1890277 42.43% 5.174%
39 12.792 1815 1820 1823 rBV 3328708 3226974 T72.44% 8.832%
40 13.721 1975 1978 1989 rVB3 79632 185614 4_.17% 0.508%

41 13.833 1993 1997 2009 rVB 912880 905116 20.32% 2.477%
42 14.010 2023 2027 2032 rBV2 53802 63778 1.43% 0.175%
43 14.310 2072 2078 2083 rBV2 83780 93445 2.10% 0.256%
44 14.604 2125 2128 2132 rVB 131349 118834 2.67% 0.325%
45 14.915 2177 2181 2188 rBVY 149344 168374 3.78% 0.461%

46 15.233 2230 2235 2239 rBVY 731676 970425 21.78% 2.656%
47 15.662 2303 2308 2314 rVB 104273 144283 3.24% 0.395%
48 16.121 2381 2386 2396 rVB3 60836 116797 2.62% 0.320%

Sum of corrected areas: 36535896
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

BF113309.D

26 Mar 2019 23:49

Ju/SsJ

K2103-07 MH-C02-SETTLED-3H-A
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF113309.D

6.86

6.47 7.26

5.32

6.35 6.70

5.98

6.55

0
Time-->

5.50

T f T
5.00 6.00 6.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF113309.D

12.79

10.52
12.53

9.73 11.21

10.02 11.75

118290

L 11.60

.07 12.

0
Time-->

12.00 12.50 13.00

10.00

10.50

11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF113309.D

13.83
15.23

14.60 14.92 k 15.66
13.7 14401 1%\31 I\ % 16.12

0

Time-->

™1
13.50

T
18.00 18.50

16.50

I
17.00 17.50

14.00

15.00

14.50 15.50 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 1 1,2-Ethanedithiol Concentration Rank 19

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

3.13 2.36 ng 113483 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 96
2 1,2-Ethanedithiol 94 C2H6S2 000540-63-6 52
3 Pyridinium, l-amino-, chloride 130 C5H7CIN2 028460-19-7 9
4 (Trifluoromethyl)acetylene 94 C3HF3 000661-54-1 5
5 Methane, bromo- 94 CH3Br 000074-83-9 5

Abundance Scan 177 (3.128 min): BF113309.D (-171) (-) m/z 93.90 100.00%
M
5000 45 &
|| 61 280 300 320 340
0l b e e et m/Zz 78.90  49.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2533: Disulfide, dimethyl
94
79
5000 45 T T T T T T T
2.80 3.00 3.20 3.40
61 m/z 44.90 42 .14%
o 15 I L
L FURERILSN S SR SURLLLEN SR SUL LU AL IURLLEL SUREL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
47 94
60 SRS RRARS RARAR AR
2.80 3.00 3.20 3.40
5000 o7 m/z 45.90 24 .99%
35
15 66 76 88
e U S S SULIL A UL UL IULIL UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13220: Pyridinium, 1-amino-, chloride EAm T R
94 2.80 3.00 3.20 3.40
42 m/z 46.90 19.41%
79
5000
67
0 “'|'”'|'“'|"”l"“l"'w"mw""h"'w‘“'w" ey
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Butenoic acid Concentration Rank 18

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

4.85 2.40 ng 115329 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 64
2 Cyclopropanecarboxylic acid 86 C4H602 001759-53-1 50
3 2-Butenal 70 C4H60 004170-30-3 45
4 N-Methyl-7-azabicyclo(2,2,1)hept... 109 C7H11N 055590-26-6 28
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 28

Abundance Scan 470 (4.851 min): BF113309.D (-448) (-) m/z 86.00 100.00%
39 86
5000 69
45 73 - :1!
|||||‘ 49 5|7 | | 460 4.80 500 5.20
e AR Ak LA AR LALA SRR LAAAN AL LR RN SRS AR LA AR LARR AR m/z 39.00 94.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1659: 3-Butenoic acid
39
5000 IR UL N R
45 460 4.80 5.00 5.20
” 58 . 86 m/z 41.00 81.51%
b D8 s w%n
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
39
85 U U L R
460 4.80 5.00 5.20
5000 m/z 68.90 42 .54%
45 58 68
27
0 1215 19 31 36 5053 n
L LA RRAR) LA LA LAAA) AAAEN LAY SEARN ALK RS NERAN RAAKS LK) ARAN LAALS RS LARRN RARLY LN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #506: 2-Butenal ERam R
41 70 460 4.80 5.00 5.20
m/z 67.90 41 .23%
5000
27 3
0 121519 || |31 50 55 67
I S R g 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 3 unknown6.47 Concentration Rank 2

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

6.47 48.33 ng 2323020 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 745 (6.469 min): BF113309.D (-742) (-) m/z 131.95 100.00%
5000 68
0 st o |l B Tt ] TS5 ok ok 6B
o S R A ML W | S 18- A Ny . B | N m/z 67.95 42.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IREBE AR RS LRSS S
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.24%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 70 8 90 100 110 120 130 140
Abundance
132
" 620 640 660 680
5000 67 m/z 66.00 27.66%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine A
132 6.20 6.40 6.60 6.80
m/z 68.95 16.69%
5000 104
39 66 /8
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I"" h" T
m/z--> 30 40 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Bicyclo[2.2.1]heptan-2-0l, ... Concentration Rank 12

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

7.52 3.19 ng 186905 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-0l, 1,3,3... 154 C10H180 001632-73-1 91
2 Fenchol, exo- 154 C10H180 022627-95-8 91
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 43
4 Bicyclo[2.2.1]heptan-2-ol, 1,3,3... 154 C10H180 002217-02-9 43
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 35

Abundance Scan 924 (7.522 min): BF113309.D (-920) (-) m/z 80.95 100.00%
1

5000

7.20 7.40 7.60 7.80

01 m/z 80.00 54 .98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26870: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-
81
5000 41
7.20 7.40 7.60 7.80
‘ 03 m/z 42.95 36.64%
111 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
43
7.20 7.40 7.60 7.80
5000 m/z 41.00 35.18%
55 69
93 11149
0 103 139 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32235: Bi-2-cyclohexen-1-yl
81 7.20 7.40 7.60 7.80
m/z 69.00 25.52%
5000
41 53
ob. 15 | | 66 ] 91 105 117 128 145 162
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 6 (+)-2-Bornanone Concentration Rank 15

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

7.73 2.48 ng 145662 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 97
3 Camphor 152 C10H160 000076-22-2 97
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 49
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 41

Abundance Scan 959 (7.728 min): BF113309.D (-956) (-) m/z 95.00 100.00%
95
81
41
5000
108
55 69 152
| ||‘ |||I‘ P LA 2 T S
onp.npnw”.wm”ﬁh..nw””,””ﬁ”u”.w””“”.“mw””,””. m/z 80.95 65.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25105: (+)-2-Bornanone
95
81
5000 M 108
55 69 152 7.40 7.60 7.80 8.00
‘ m/z 40.95 50.56%
27
0"P%?W"“I'“'I“"P"W"“I'“'I“""'W"“I'“'}%%'P}ﬁz'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
7.40 7.60 7.80 8.00
5000 A1 e e 108 m/z 108.00 36.32%
152
oL, 15 2 123 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25059: Camphor
41 95 7.40 7.60 7.80 8.00
m/z 55.00 33.04%
81
5000 o 69 108
152
0"v"w"“l'“'|“"v"w"“|'“'|“"v"w'“'|“'}ﬁ%'w'}ﬁz'“'l“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00

8270-BF032519.M Wed Mar 27 17:33:57 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 endo-Borneol Concentration Rank 14

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

7.89 2.89 ng 169521 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 endo-Borneol 154 C10H180 000507-70-0 64
2 Bicyclo[2.2.1]heptan-2-ol, 1,7,7... 154 C10H180 000464-45-9 64
3 (+)-Borneol 154 C10H180 1000150-76-3 59
4 2-Furoylacetonitrile 135 C7H5NO2 1000342-47-5 53
5 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 50

Abundance Scan 987 (7.892 min): BF113309.D (-984) (-) m/z 95.00 100.00%
9%
5000 43
135
| e 67 g 1T° 121 | 150 7.60 7.80 8.00 8.20
Obrrprrreprrer b bt el el ot b 220 TmZz 43.00 46.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26646: endo-Borneol
95
5000
7.60 7.80 8.00 8.20
M g5 g 110 m/z 135.00 19.41%
0"|“"|“'%$'“'UJ“'|”L“|'“MW‘““ﬁil“l‘tlw"'“v"}ﬁ%}ﬁq'}i?"w"'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
760 7.80 8.00 820
5000 m/z 40.95 18.07%
41 110
55
. 15 27 67 82 121 139 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26633: (+)-Borneol
95 7.60 7.80 8.00 8.20
m/z 110.00 14 .71%
5000
a 110
0 %\9 | ‘ i? 6\1\ E\;\% LI ! 1?1 1:\39 154
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 9'0 1c')0 110 150 13'0 14'10 1&1;0 1('30 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Terpinen-4-ol Concentration Rank 7

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

7.93 5.38 ng 315656 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terpinen-4-ol 154 C10H180 000562-74-3 94
2 3-Cyclohexen-1-ol, 4-methyl-1-(1... 154 C10H180 020126-76-5 87
3 2-Buten-1-ol, 3-methyl- 86 C5H100 000556-82-1 38
4 1-Propene, l-methoxy-2-methyl- 86 C5H100 017574-84-4 38
5 2-Butene, 1l-methoxy-, (E)- 86 C5H100 010034-14-7 35

Abundance Scan 993 (7.928 min): BF113309.D (-990) (-) m/z 70.95 100.00%
!
5000 43 ® om
| alll 5 15 136 14 7.60 7.80 8.00 8.20
Obrerrrrrprrrrprerd b S Ll > L Tm/z 92.95  52.46%
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
55 7.60 7.80 8.00 8.20
154 m/z 111.00 47 .27%
‘ 121 136
0 ”I'”'I'”L“”'jih"PL'W§§i l""‘U"'‘“"ll'o':?'l""l""l""l'"'l""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71
7.60 7.80 8.00 8.20
5000 43 g3 M1 m/z 43.00 43.91%
55 a3 136 154
o 63 103 | 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1780: 2-Buten-1-ol, 3-methyl-
7 7.60 7.80 8.00 8.20
m/z 41.00 27 .08%
41
5000
53
86
O'W}?P”W””P”'””E%W””P“W””P”W””P”W””P”W”“P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzeneacetic acid Concentration Rank 20

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

8.26 2.32 ng 136125 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 58
4 Benzene, (2-methoxyethyl)- 136 C9H120 003558-60-9 52
5 3-0xo0-4-phenylbutyronitrile 159 C10H9NO 019212-27-2 47

Abundance Scan 1050 (8.263 min): BF113309.D (-1045) (-) m/z 91.00 100.00%
Ji
5000
136
39 g 65 8.00 8.20 8.40 8.60
o..,....,....,...~.',....;-..‘?7,9.'..,.7.4..,.8.4..',-I~...,...19,9.1.1.7,....,..'.-.,.... m/z 135.95  30.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16277: Benzeneacetic acid
g1
5000 IR RS AR R R
136 8.00 8.20 8.40 8.60
65 m/z 92.00 18.86%
0 o7 ¥ 51 1 7mgs | a7 us
m/z--> fo ﬁo 35 45 éo éo 75 85 do 100 110 120 150 150
Abundance
91
136 8.00 8.20 8.40 8.60
5000 m/z 65.00 14 .66%
45 65
o 27 38 52 77 84 | 102110117 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16287: Benzoic acid, 4-methyl-
g1 8.00 8.20 8.40 8.60
136 m/z 38.90 8.30%
119
5000
B 65
0 18 27 Ao | \‘ 77 84 H‘ 197 |
TTTTTTT |||| TTT T TTT T[T T rrrT |||| TTTT[TTTT TTTT TTTT[TTTT[TrorrT TTTT —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—ﬁ
m/z--> fo ﬁo 35 45 éo éo 75 85 do 160 1io 150 150 150 8.00 8.20 8.40 8.60

8270-BF032519.M Wed Mar 27 17:34:00 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Hydrocinnamic acid Concentration Rank 10

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

8.79 3.60 ng 211125 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hydrocinnamic acid 150 C9H1002 000501-52-0 96
2 4-Nitrosophenyl-_beta.-phenylpro... 255 C15H13N03 1000129-40-0 83
3 Benzenepropanoic acid l1-methylet... 192 C12H1602 022767-95-9 78
4 2-Butenoic acid, 3-methyl-, 2-ph... 204 C13H1602 042078-65-9 53
5 Pentafluoropropionic acid, 2-phe... 268 C11H9F502 081089-48-7 43

Abundance Scan 1140 (8.792 min): BF113309.D (-1135) (-) m/z 90.95 100.00%
il
5000 104
150
39 5|1 65 7"7 | 8.40 8.60 8.80 9.00 9.20
O i L A LT B O B S o S R e m/z 104.00 50.47%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
91
104
5000 150 8.40 8.60 8.80 9.00 9.20
51 m/z 150.00 33.40%
R =N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
840 8.60 880 9.00 9.20
5000 104 m/z 105.00 17.88%
51 g5 77 150
124 255
G R I R I BN L R RS LS RN AR RS N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54464: Benzenepropanoic acid 1-methylethyl ester
il 8.40 8.60 8.80 9.00 9.20
m/z 77.00 15.04%
5000 104 150
78
ol 273050 6 | | | 17132 | 473 192
mz-> 20 4'0 60 80 1(')0 120 14'10 160 180 200 220 240 8.40 8.60 8.80 9.00 9.20

8270-BF032519.M Wed Mar 27 17:34:00 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl10.02 Concentration Rank 4

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

10.02 16.67 ng 1078760 Acenaphthene-d10 9.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 49
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 47
3 p-Cymene 134 C10H14 000099-87-6 46
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 43

m/z 118.95 100.00%

Abundance Scan 1349 (10.022 min): BF113309.D (-1343) (-)

119
5000 132
T 192 " '9.80 10.00 10.20 10.40
41 51 65 77 145
0 e 109 1 m/z 132.00 44.37%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene
119
5000 ||||||||||||||||||||
5 9.80 10.00 10.20 10.40
o1 134 m/z 90.95 19.67%
27 41 51 65 77 ‘ 103
o) Y Y O i
miz-> 20 40 60 80 100 120 140 160 180
Abundance
119
.”.,”..“.....”,.”
9.80 10.00 10.20 10.40
5000 m/z 117.00 19.02%
91 148
oL 2 41 51 65 77 105 133
e T T o
miz-> 20 40 60 80 100 120 140 160 180
Abundance #14809: p-Cymene LN R .
119 9.80 10.00 10.20 10.40
m/z 192.10 17.97%
5000
o1 134
27 ﬁl 51 65 77 \ 103 |
R e T e

m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF032519.M Wed Mar 27 17:34:01 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.75 14.51 ng 923226 Phenanthrene-d10 11.21
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 18
Abundance Scan 1643 (11.751 min): BF113309.D (-1639) (-) m/z 72.95 100.00%
60 73
5000 129 ﬂV\_N
7 213 A RE R s e RN
01115 | 143157171185, 00717, 256 11.40 11.60 11.80 12.00
(o} m/z 42.95 95.04%
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
11.40 11.60 11.80 12.00
m/z 59.90 86.79%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 74 ._.70%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 71.39%
129
5000 29
143157 214 Lf\ A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF032519.M Wed Mar 27 17:34:02 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 5-Fluoro-2-methylbenzoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.82 7.33 ng 466373 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methylbenzoic acid 154 C8H7F02 033184-16-6 50
2 1H-Pyrazole-4-carboxylic acid, 3... 127 C4H5N302 041680-34-6 30
3 Phenacetin 179 C10H13NO2 000062-44-2 25
4 1H-Pyrrole-2-carboxaldehyde, 1-m... 109 C6H7NO 001192-58-1 14
5 Benzenamine, 4-propoxy- 151 C9H13NO 004469-80-1 14

Abundance Scan 1655 (11.821 min): BF113309.D (-1650) (-) m/z 57.00 100.00%
57 109 127
85
41
5000
11.60 11.80 12.00 12.20

0 m/z 109.00 86.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27567: 5-Fluoro-2-methylbenzoic acid

5000
11.60 11.80 12.00 12.20

m/z 126.95 83.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109 127
11.60 11.80 12.00 12.20
5000 m/z 107.95 80.18%
52
0 39 68 81 95
LI o e o o o e B NRRAREREEESREs s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44630: Phenacetin
11.60 11.80 12.00 12.20
m/z 136.00 78.84%
5000
150164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl1l1l.90 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.32 ng 338543 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methylbenzoic acid 154 C8H7F02 033184-16-6 45
2 Cyclohexanecarboxylic acid, 4-(1... 268 C16H2803 017904-29-9 32
3 2,5-Furandione, dihydro-3-(2-met... 154 C8H1003 018908-20-8 25
4 Formic acid, (2-fluorophenyl)met... 154 C8H7FO02 1000368-73-6 12
5 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C10H160 051733-68-7 11
Abundance Scan 1668 (11.898 min): BF113309.D (-1666) (-) m/z 57.00 100.00%
5000 S
9 197 o1a 11.60 11.80 12.00 12.20
o} m/z 109.00 67.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
83 11.60 11.80 12.00 12.20
57 m/z 41.00 63.93%
0 ”:!'8“'”\‘ | H ‘\\‘ \ H‘\ . H ’ ‘--];2-3---“--‘-“---|----|----|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 108
" 85 11.60 11.80 12.00 12.20
5000 127 m/z 108.00 60.96%
ko 168
151
- 179 4 211
S S R U UL S B NS L SRS RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27448: 2,5-Furandione, dihydro-3-(2-methyl-2-propenyl)-
109 11.60 11.80 12.00 12.20
m/z 85.00 59.05%
67
5000
i H \ 136
0 n ” Al \M i o AN
m/z--> 20 40 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF032519.M Wed Mar 27 17:34:03 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.53 41.77 ng 1890280 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1775 (12.527 min): BF113309.D (-1771) (-) m/z 43.00 100.00%
B 73
5000 129
V015 | a1 o0y e 280 || 1220 1940 1260 1280
157 213
I R 5 m/z 72.95 91.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
7 73
5000 129 SRR AR DR
nmnmnmnm
185 m/z 57.00 81.11%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12'20 12. 40 12 60 12|80 '
5000 129 m/z 60.00 80.11%
&8 115
157 213 256
) 98 143 171185199 928
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid S EEE R e
3 78 nmnmnmnm
57 m/z 55.00 69 .50%
5000 129
29
199
193157171185 242
015 e A EEEE R mE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF032519.M Wed Mar 27 17:34:04 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 16 n-Heptadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.10 ng 185614 Chrysene-d12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1978 (13.721 min): BF113309.D (-1975) (-) m/z 83.00 100.00%

43 83

5000
6
13.40 13.60 13.80 14.00
Obrrrprre ek m/z 43.00 97 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1

(6)]
o1
(0]
w

13.I4O 13!60 13.I80 14.IOO
m/z 56.95 94.67%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83
s R
13.40 13.60 13.80 14.00
5000 m/z 54.95 87.02%
68 111
27
. 126 154 180 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol e AREEEEEaSEE
83 13.40 13.60 13.80 14.00

m/z 69.00 82 .43%

5000

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF032519.M Wed Mar 27 17:34:05 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 17 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.45 ng 118834 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2127 (14.598 min): BF113309.D (-2125) (-) m/z 57.00 100.00%
57
5000 85
13 14.20 14.40 14.60 14.80 15.00
155 207
ol d Ly, 220, AT ;e2er | Tm/z 70.95  67.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AR DA BRI D BN
mmmmmmmmmm
m/z 43.00 62.37%
. %gk 11 113‘ 41169 197 225 253 295 333 367
m/z--> §o 100 150 260 2éo 360 3%0 460
Abundance
57
g5 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 43.17%
29
. 113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T e
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 20.67%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
IIIIIIIII UL LA AL B LA DL DAL S A A A R
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .92 3.47 ng 168374 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2182 (14.921 min): BF113309.D (-2177) (-) m/z 56.95 100.00%
57
85
5000

14.60 14.80 15.00 15.20

ﬂ ﬂ 1141 169 197221 267

Oty LA L B e o o B e o B m/z 70.95 67.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L B LB L L |
14.60 14.80 15.00 15.20
m/z 43.00 61.83%
29 113 141
0 \‘ | ‘ “\ h h‘ H‘ \ A \169 197 225 253 296
A L e e AL A B e e o s o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R e e A REaE
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 53.29%
118 1m
o2 169 197 225 253 281 309 337 365 393 422
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T e e T
57 14.60 14.80 15.00 15.20
m/z 54.95 23.24%
5000 85
29 113
o141, ;141 169 197 225 253 295 323 367
L L e e e e e L B B B o e o T
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 19 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.97 ng 144283 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2308 (15.662 min): BF113309.D (-2303) (-) m/z 57.00 100.00%
57
85
5000

15.40 15.60 15.80 16.00

155 183 211 267
o...3.,‘.-|l|l-|133 R —— m/z 71.00 75.03%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 TT T[T T T T[T T rrrrrrr1

15.40 15.60 15.80 16.00

m/z 43.00 63.20%
0 7 h | M‘\J L i 169 197 225 253 282
] e
m/z--> 50 100 150 200 250 300 350
Abundance
57
e S M
15.40 15.60 15.80 16.00
5000 85 m/z 84.95 57.45%
29
. M3 141 169 107 225 253 295 323 367
I e . i — T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T
57 15.40 15.60 15.80 16.00
m/z 54.95 21.79%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
e e e e = SOV
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49

Operator : JU/SJ

ﬁ?ggle i K2103-07 MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 20 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.41 ng 116797 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2386 (16.121 min): BF113309.D (-2381) (-) m/z 57.00 100.00%
57
85
5000
]113 e 20 e 15580 16,00 16.20 1640
B 1 -4'l-----'.',l:...,....,....,....,... m/z 70.95  75.44%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 U DAL UL U B
15,80 16.00 16.20 16.40
m/z 43.00 65.74%
29‘ 13,
0 \‘ A ‘ “\ h h‘ H‘ \ A \169 197 225 253 296
T ISANLELELY UL SR UL BURLELEL S
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
15:80 16,00 16.20 16.40
5000 85 m/z 84.95 56.48%
. 29 13 141 169 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R el
57 15.80 16.00 16.20 16.40
m/z 54.90 21.26%
o I A/M’VNJ\A_-M,M
13 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 M 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Data File : BF113309.D

Acq On : 26 Mar 2019 23:49 Instrument :
Operator : JU/SJ BNA_F

Sample - K2103-07 ClientSampleld :
Misc - MH-C02-SETTLED-3H-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
1,2-Ethanedithiol 3.13 2.4 ng 113483 1 6.70 961340 20.0
3-Butenoic acid 4.85 2.4 ng 115329 1 6.70 961340 20.0
unknown6 .47 6.47 48.3 ng 2323020 1 6.70 961340 20.0
Bicyclo[2.2.1]hep... 7.52 3.2 ng 186905 2 7.98 1172820 20.0
(+)-2-Bornanone 7.73 2.5 ng 145662 2 7.98 1172820 20.0
endo-Borneol 7.89 2.9 ng 169521 2 7.98 1172820 20.0
Terpinen-4-ol 7.93 5.4 ng 315656 2 7.98 1172820 20.0
Benzeneacetic acid 8.26 2.3 ng 136125 2 7.98 1172820 20.0
Hydrocinnamic acid 8.79 3.6 ng 211125 2 7.98 1172820 20.0
unknown10.02 10.02 16.7 ng 1078760 3 9.73 1294130 20.0
n-Hexadecanoic acid 11.75 14.5 ng 923226 4 11.21 1272970 20.0
5-Fluoro-2-methyl... 11.82 7.3 ng 466373 4 11.21 1272970 20.0
unknownl11.90 11.90 5.3 ng 338543 4 11.21 1272970 20.0
Octadecanoic acid 12.53 41.8 ng 1890280 5 13.83 905116 20.0
n-Heptadecanol-1 13.72 4.1 ng 185614 5 13.83 905116 20.0
Hexacosane 14.60 2.5 ng 118834 6 15.23 970425 20.0
Heneicosane 14.92 3.5 ng 168374 6 15.23 970425 20.0
Eicosane 15.66 3.0 ng 144283 6 15.23 970425 20.0
Heptadecane 16.12 2.4 ng 116797 6 15.23 970425 20.0
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