LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033597.D
Aca On : 5 Apr 2018 17:56 Instrument :
Operator : SJ/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.476 25 32 43 rBV2 187068 398797 11.92% 2.049%
2 3.570 43 48 60 rvB 146294 241599 7.22% 1.241%
3 5.773 416 423 430 rBV 22274 37998 1.14% 0.195%
4 6.284 504 510 534 rBV 256830 601232 17.96% 3.089%
5 7.977 792 798 820 rBV 177417 505577 15.11% 2.598%
6 8.370 858 865 885 rBV 562194 1212009 36.21% 6.227%
7 8.858 942 948 962 rBV 96790 239525 7.16% 1.231%
8 9.193 997 1005 1021 rBV 512748 1043775 31.19% 5.363%
9 10.057 1145 1152 1172 rBV 421769 998355 29.83% 5.130%
10 11.743 1430 1439 1450 rBV2 178869 414624 12.39% 2.130%
11 12.589 1577 1583 1590 rVvB4 29360 52788 1.58% 0.271%
12 14.105 1832 1841 1860 rBVY 1514690 2586886 77.29% 13.291%
13 14.252 1862 1866 1871 rVvv3 23951 43272 1.29% 0.222%
14 14.540 1910 1915 1922 rBvV2 84517 140423 4._.20% 0.721%
15 14.610 1922 1927 1934 rVB4 59655 99598 2.98% 0.512%

16 14.722 1941 1946 1953 rBV2 123816 194317 5.81% 0.998%
17 14.898 1969 1976 1988 rBV 99939 180503 5.39% 0.927%

18 15.303 2040 2045 2049 rBV 69306 90825 2.71% 0.467%
19 15.474 2066 2074 2083 rBV3 369053 698431 20.87% 3.589%
20 15.585 2088 2093 2098 rVBS8 29957 57415 1.72% 0.295%
21 15.950 2152 2155 2165 rBV3 36955 69279 2.07% 0.356%
22 16.055 2167 2173 2183 rVV10 29668 80288 2.40% 0.413%

23 16.243 2200 2205 2209 rVB2 95229 129692 3.88% 0.666%
24 16.948 2319 2325 2337 rBV 1235938 2018926 60.32% 10.373%
25 17.095 2346 2350 2358 rBV 70856 112142 3.35% 0.576%

26 17.401 2398 2402 2411 rBV 21166 54105 1.62% 0.278%
27 17.665 2442 2447 2451 rBV6 26136 40580 1.21% 0.209%
28 17.883 2478 2484 2488 rBV2 34070 55186 1.65% 0.284%

29 18.206 2533 2539 2549 rBV2 458908 784989 23.45% 4_.033%
30 19.005 2671 2675 2693 rBV 293592 498669 14.90% 2.562%

31 20.127 2859 2866 2871 rBVS8 29352 74216 2.22% 0.381%
32 20.239 2881 2885 2894 rBV 162716 238304 7.12% 1.224%
33 20.726 2962 2968 2984 rBV 2452761 3346842 100.00% 17.196%
34 22.072 3192 3197 3209 rBV2 197333 419819 12.54% 2.157%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.554 3272 3279 3290 rBV2 438563 886676 26.49% 4 _556%

36 26.308 3908 3918 3936 rVB2 238447 815081 24.35% 4.188%

Sum of corrected areas: 19462743
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance : .
2500000 TIC: BG033597.D

2000000
1500000

1000000

8.37
500000 9.19 10.06

3487 6.28 7.98 11.74

5.77 !L N 8.86 . 12.59

e e NS LSRN LS SUMBEIMMMBMUE L SRSeL SR, S LUSSHIMEN LSS UNIENISVNES L S o Gt

Time--> 3.50 4.00 4.50 5. OO 550 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033597.D
2500000

20.73

2000000

14.10
1500000

16.95

1000000

18.21 22.55
19.00

20.24 22.07
[ )
0
Time--> 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 : .
2500000 TIC: BG033597.D

500000

7.1Q7 417 67.88

2000000

1500000

1000000

500000
26.31

T T T T o T T T T T T T e T R TR e e e

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:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4

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

3.57 20.17 ng 241599 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 48 (3.570 min): BG033597.D (-43) (-) m/z 73.00 100.00%

73
5000 43
55 87

340 360 380 400

b oS s L e e e et || m/z 43.00  38.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
3.40 3.60 3. 4.00

5 87 m/z 87.00 26-05%
I

‘\ |, 80
.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”
mz-> 20 30 40 50 70 80 90 100 110 120 130 140 /\\\

o

Abundance
73

87 SRS M S
3.40 3.60 3.80 4.00
5000 a1 55 m/z 55.00 25.66%
29
0 65 80 97 112 129
B B A RARR RS a R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2051: 1,3-Dioxolane, 2-methy!- TP T
73 340 360 380 4.00

m/z 41.00 11.00%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 3.40 360 380 4.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 11

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

5.77 3.17 ng 37998 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Pentanol 88 C5H120 000584-02-1 37
3 3-0Octanol 130 C8H180 000589-98-0 36
4 3-Heptadecanol 256 C17H360 084534-30-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 422 (5.767 min): BG033597.D (-416) (-) m/z 42.95 100.00%

43
59
5000

101 LI LI N L L L L L L LB B
5.40 560 5.80 6.00 6.20
83 207 329
0! m/z 59.00 57.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 17.71%
15 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
B R e e o e
5.40 560 5.80 6.00 6.20
5000 31 m/z 58.00 12 .54%
0 14 87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13627: 3-Octanol
9 5.40 560 5.80 6.00 6.20

a3 m/z 39.00 10.15%

5000 41

101
| 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 5.40 5.60 5.80 6.00 6.20

3
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.37 101.20 ng 1212010 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 865 (8.370 min): BG033597.D (-858) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 49.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132
69

104

5000 R
8.00 8.20 840 8.60 8.80

51 78 m/z 66.00 33.29%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80
5000 97 m/z 134.00 29.91%

70
31 44 51 60 77 g6

0 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole  EEaE s L R N R B
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 20.89%

5000
104
66
14 27 37445158 7 7T g9 97 | 115 ‘
S MRS - S SO 1PN 00 - S .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.55 ng 52788 Naphthalene-d8 11.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C1l0H16 007785-70-8 50
2 trans-.beta.-Ocimene 136 C10H16 003779-61-1 50
3 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 38
4 Cvclopentanecarboxvlic acid. 4-m... 184 C10H1603 1000155-87-4 38
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 38
Abundance Scan 1583 (12.589 min): BG033597.D (-1577) (-) m/z 93.00 100.00%
9B
5000 75 168
41 119
6 135 290 12.20 12.40 12.60 12.80 13.00
(o} m/z 75.00 41.04%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000
41 77 12.20 12.40 12.60 12.80 13.00
m/z 91.00 40.77%
‘ 1 7121136
c,.”.ﬂﬂt“W”W.ﬂ ﬂnﬂn.l”...”..”..”...”..”,””,”.w
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
12.20 12.40 12.60 12.80 13.00
5000 a1 m/z 168.00 40.62%
27 79
55 121
107 | 136
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15807: 1,3,6-Octatriene, 3,7-dimethyl-, (2)- RS R e i |r-\-
93 12.20 12.40 12.60 12.80 13.00

m/z 93.90 39.57%
5000 41 79

27 121
55
107 | 136

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl4.54 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 4.02 ng 140423 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.9-Undecatrione 198 C11H1803 078975-91-4 35
2 5.6-Dihvdro-6-methvluracil 128 C5H8N202 002434-49-3 30
3 2-Pentenoic acid. 4-oxo-. methvl... 128 C6H803 002833-24-1 27
4 Propionaldehvde. diethvlhvdrazone 128 C7H16N2 028236-90-0 27
5 23-Methyl-tetracosanoic acid, DM... 435 C29H57NO 1000336-80-8 27
Abundance Scan 1915 (14.540 min): BG033597.D (-1910) (-) m/z 113.00 100.00%
113
5000
14.20 14.40 14.60 14.80
o} m/z 43.00 93.17%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #59373: 2,6,9-Undecatrione
113
43
57 85
5000 7 UL B SRR
141 14.20 14.40 14.60 14.80 :
05 ‘]23 ‘]51 169180 m/z 41.00 50.98%
0|||||||||“l||‘l“||‘i“l||“l‘||‘|‘|||Ml‘||“|l|||‘||‘|||||‘||l|||1|9|8||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
42 70 113
2 14.20 1440 14.60 14.80
5000 m/z 186.05 48 .96%
128
T 56 84 100
e L U L L L UL (L IR WL W
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #12152: 2-Pentenoic acid, 4-oxo-, methyl ester, (E)-
113 14.20 14.40 14.60 14.80
43 m/z 55.00 36.03%
5000 o7
59 128
‘69 85
0'"I"”I"Nul”"IJ'”\"”'P"'I'”'I"'W""I” UL BN S
m/z--> 200 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl4.61 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.85 ng 99598 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propionaldehvde. diethvlhvdrazone 128 C7H16N2 028236-90-0 25
2 2-Propanone. diethvlhvdrazone 128 C7H16N2 016713-36-3 25
3 Thiazole. 4.5-dimethvl- 113 C5H7NS 003581-91-7 18
4 2.3-Dimethvl-isoxazol-5(2H)-one 113 C5H7NO2 007713-67-9 18
51,2,3,4,4a,9,10,10a-0ctahydrophe... 186 C14H18 020480-67-5 14
Abundance Scan 1927 (14.610 min): BG033597.D (-1922) (-) m/z 43.00 100.00%
48 113
5000
14.20 14.40 14.60 14.80 15.00
0 m/z 112.95 81.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12381: Propionaldehyde, diethylhydrazone
113
5000 30
58 128 14.20 14.40 14.60 14.80 15.00
44 m/z 41.00 65.04%
L
0|||||‘|‘H|||l“|||w|||‘|||‘||||‘|||‘|‘|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
113
%6 NI A DR B B
14.20 14.40 14.60 14.80 15.00
5000 m/z 186.00 55.11%
128
29 42
7 85 99
L L L U W B L UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6906: Thiazole, 4,5-dimethyl-
113 14.20 14.40 14.60 14.80 15.00
71 m/z 93.00 47 .70%
5000
45 86
27 59 “ 98
0||“|”||‘|‘“|‘|Mﬁ‘“|“‘|||‘l‘|||‘|||‘|||lh|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl14.72 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.72 5.56 ng 194317 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxa-3-methvlbicvclo(3.3.0)octane 140 C9H160 029183-69-5 22
2 2-Butenedioic acid. 2.3-dimethyl... 172 C8H1204 013314-92-6 16
3 Thiazole. 2.4.5-trimethvl- 127 C6HONS 013623-11-5 11
4 4-Cvano-3-methoxvauinoline 184 C11H8N20 020844-02-4 10
5 1,2-Dimethoxy-3-(methylthio)benzene 184 C9H1202S 051506-47-9 10
Abundance Scan 1946 (14.722 min): BG033597.D (-1941) (-) m/z 107.00 100.00%
107 184
5000
14.40 14.60 14.80 15.00
o} m/z 41.00 94 .67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18761: 2-Oxa-3-methylbicyclo(3.3.0)octane
59
81
5000 L AR BUARULS B SRR
w7122 14.40 14.60 14.80 15.00
‘ %8 93 m/z 184.00 91.30%
0 ....‘l‘..‘.H. .H..‘l“..‘.‘“l‘,.:‘:. e
m/z--> 2 6 80 100 120 140 160 180
Abundance
141
41 % R N AN IR IR
113 14.40 14.60 14.80 15.00
5000 m/z 58.95 84.01%
83
50 70 97 127 157 172
Ottt A
miz-> 20 40 60 80 100 120 140 160 180
Abundance #11801: Thiazole, 2,4,5-trimethyl-
7 86 127 14.40 14.60 14.80 15.00
m/z 127.00 83.50%
5000
0 Q‘H\M‘ “ ...luulfl3.|....|....|....|...
m/z--> 2 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.60 ng 90825 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Pentadecane 212 C15H32 000629-62-9 93
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
Abundance Scan 2044 (15.297 min): BG033597.D (-2040) (-) m/z 57.00 100.00%
57
5000
85
112 140 15.00 15.20 15.40 15.60
O byt 288212 28 Tqyz 43.00  70.25%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48835: Tridecane
57
5000 L SO UL BSURI BULRE
85 15. 00 15 20 15.40 15.60
29 m/z 71.00 49_.17%
0 \‘ \“ “ it \‘ \1]"3‘141 184
miz--> 0 55 160 1éo 260 250 360 3%0 460 4éo 560
Abundance
57
15.00 15.20 15.40 15.60
5000 g5 m/z 85.00 32.05%
29
o 113141169 212
miz--> 0 55 160 1éo 260 2%0 360 3%0 460 4éo 560
Abundance #59882: Tetradecane
57 15.00 15.20 15.40 15.60
m/z 41.00 28.24%
5000 85
29
L LUy e 169198
miz--> 0 5'0 1(')0 1éo 2(')0 251;0 3(')0 3&1;0 4(')0 4&'30 5(')0 15. 00 15 20 15. 40 15|60 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl16.06 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.30 ng 80288 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene 136 C10H16 1000149-94-6 47
2 Camphene 136 C10H16 000079-92-5 43
3 1.3.6-Heptatriene. 2.5.5-trimethyl- 136 C10H16 029548-02-5 40
4 Oxacyvclododeca-6.9-dien-2-one. 7... 194 C12H1802 070968-72-8 38
5 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 38
Abundance Scan 2174 (16.061 min): BG033597.D (-2167) (-) m/z 93.00 100.00%
5000
'15.80 16.00 16.20 1640
0 m/z 79.00 78.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15687: (+)-2-Carene
$ 121
5000 R U R B AR
” 136 1580 16.00 16.20 16.40
105 m/z 149.00 36.87%
\ H = o
0 ‘ ‘ ‘ M H 1l ‘ “\ Al
T "|” L UL L B L
m/z--> 100 120 140 160 180
Abundance
93
121 15.80 16.00 16.20 16.40
5000 m/z 77.05 36.22%
79
41 67 107
27 53 136
15
G L S S L S WL WL L B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15800: 1,3,6-Heptatriene, 2,5,5-trimethyl- A  BREEEEa
93 15.80 16.00 16.20 16.40
m/z 121.05 32.15%
79 121
5000
41 107
Ll \
0"'l' i w |"'”U”'l|"'w""|'”'|
m/z--> 40 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.24 3.71 ng 129692 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 72
4 Triacontane 422 C30H62 000638-68-6 72
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 2204 (16.238 min): BG033597.D (-2200) (-) m/z 57.00 100.00%
57
= T V\-/\/LL
41
149 " 16.00 16,20 16.40 16.60
113 177 : : : :
bl d g 13882 | 196 221 e 65 21
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane
57
5000 LR BN BRI BN B
4 85 16.00 16.20 16.40 16.60
m/z 71.05 48.61%
b 2 \ | oo, w8 141 169 226
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
" 16.00 16,20 16.40 16.60
5000 a5 m/z 85.10 44 _55Y%
41
0 26 113 141 19 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- TR R
57 16.00 16.20 16.40 16.60
m/z 41.00 34.43%
o I Wf%WAANFNMWNj\WWMWMhﬂMfNWW
4
183
ol 26 ‘\ ek rioa2e 185 310
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260 280 360 16. 00 16. 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.00 12.71 ng 498669 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 2674 (18.999 min): BG033597.D (-2671) (-) m/z 73.00 100.00%
43
5000
129
97 185 213
157 I | 21 256 356 18.60 18.80 19.00 19.20 19.40
o PR VY PO V- .. m/z 60.00 88.69%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 R U DR B
83 18.60 18.80 19.00 19.20 19.40
0
H ot 157 1g5 213 256 m/z 43.05 85.68%
ol—— .“‘l“‘” hl‘\ .“““.:tw i‘”“. ul I\ ‘. .‘ .‘. ‘I .‘ . “. —
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 13
18.60 18.I80 19.'00 19.'20 19.'40
5000 129 m/z 57.00 76.03%
171
97 214
oL1s 152 195
LA SR UL UL WL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
3, 73 18.60 18.80 19.00 19.20 19.40
m/z 55.00 70.08%
5000 129
241 284
o .‘.IH\.‘”IM.”..?B?.L..|2?7...|...{.|....|. T T T T T T
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

ﬁ?ggle i J2216-01 ONWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.24 6.07 ng 238304 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2885 (20.239 min): BG033597.D (-2881) (-) m/z 43.10 100.00%
43
5000 ML’\A
284 " 20,00 20.20 20.40 20.60
ol 396 377 m/z 60.00 95.30%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129
20.00 20.20 20.40 20.60
o7 185 a1 m/z 73.00 92.83%
0 |15| I "“I . ‘M.“l ‘.‘ ::-?7.‘ .“. \Iz}?\l .“ ‘2.6.5.“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
" 20,00 20.20 20.40 20.60
5000 m/z 57.00 84.06%
129 242
97 199
0 152171 223
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #107548: n-Hexadecanoic acid T T
/8 73 20.00 20.20 20.40 20.60
m/z 55.00 83.07%
5000 256
129
J‘ 97 ’ 157 185 213
0 ..h., ijpykh N,Mﬂ.{viﬂ.23§,h.. S e e,
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033597.D

Aca On : 5 Apr 2018 17:56

Operator : SJ/JU

Sample : J2216-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 16 1-Nonadecene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.07 9.47 ng 419819 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 91

Abundance Scan 3197 (22.072 min): BG033597.D (-3192) (-) m/z 43.00 100.00%
B g3
5000
111
UL PN SR I B
139 169 209 21.80 22.00 22.20 22.40
Ol ,.I. A I g 202 811 385 419 470 | Tz 57.00 93.02%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115904: 1-Nonadecene
57 83
5000 111 LA L L L L L LB
29 mmnmnmnm
266 m/z 54.95 92.67%
L7206 239
0--“-“-“" ““‘ L AL DA S S S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 83
| 21.80 22,00 22,20 22.40
5000 111 m/z 83.00 81.44Y%
29
o 139 168 210238 266 295
miz--> 0 55 160 1%0 260 250 360 3%0 460 4éo
Abundance #175127: Trifluoroacetoxy hexadecane
57 21.80 22.00 22.20 22.40
97 m/z 69.00 75.29%
5000
29 125
o L, | 154 196224 269 app
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4éo 2180 2200 2220 2240
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\

Data File : BG033597.D

Acq On : 5 Apr 2018 17:56

Operator : SJ/JU

3?22'6 i J2216-01 QNWP8-MW25S-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.57 20.2 ng 241599 1 8.86 239525 20.0
2-Pentanone, 4-hy... 5.77 3.2 ng 37998 1 8.86 239525 20.0
unknown8 .37 8.37 101.2 ng 1212010 1 8.86 239525 20.0
(1R)-2,6,6-Trimet... 12.59 2.5 ng 52788 2 11.74 414624 20.0
unknownl14 .54 14.54 4.0 ng 140423 3 15.47 698431 20.0
unknownl4 .61 14.61 2.9 ng 99598 3 15.47 698431 20.0
unknownl14 .72 14.72 5.6 ng 194317 3 15.47 698431 20.0
Tridecane 15.30 2.6 ng 90825 3 15.47 698431 20.0
unknownl16 .06 16.06 2.3 ng 80288 3 15.47 698431 20.0
Hexadecane 16.24 3.7 ng 129692 3 15.47 698431 20.0
n-Hexadecanoic acid 19.00 12.7 ng 498669 4 18.21 784989 20.0
Octadecanoic acid 20.24 6.1 ng 238304 4 18.21 784989 20.0
1-Nonadecene 22.07 9.5 ng 419819 5 22.55 886676 20.0
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