LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 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 M\METHODS\8270-BM060520 .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 5.081 366 373 388 rBVY 2679922 3872822 31.50% 5.000%
2 6.651 633 640 651 rVB 2994741 4571212 37.18% 5.902%
3 7.445 766 775 785 rBV 950785 1487601 12.10% 1.921%
4 7.757 819 828 839 rBVY 2634141 4030533 32.79% 5.204%
5 8.592 955 970 979 rBVY 2139759 3427945 27.88% 4._.426%
6 8.928 1020 1027 1034 rBV 406671 614651 5.00% 0.794%
7 10.204 1233 1244 1254 rVB 1360986 2249756 18.30% 2.905%
8 11.957 1537 1542 1546 rBV2 154452 287073 2.34% 0.371%
9 12.386 1610 1615 1618 rBV5 145316 299976 2.44% 0.387%
10 12.510 1632 1636 1641 rBV4 224854 373260 3.04% 0.482%

11 12.710 1661 1670 1675 rBV 5209889 7891456 64.19% 10.189%
12 12.869 1694 1697 1701 rBV 383630 449376 3.66% 0.580%
13 13.369 1778 1782 1786 rVB4 537691 804655 6.55% 1.039%
14 13.516 1803 1807 1811 rVB 1236607 1601193 13.02% 2.067%
15 13.569 1812 1816 1821 rBV 1048790 1897057 15.43% 2.449%

16 13.933 1874 1878 1882 rVB 2217161 2868492 23.33% 3.704%
17 14.069 1898 1901 1902 rBV 1192489 1262662 10.27% 1.630%
18 14.098 1903 1906 1912 rVB2 2534178 3945686 32.10% 5.094%
19 14.774 2018 2021 2027 rVB4 2188914 3119534 25.37% 4.028%
20 14.904 2040 2043 2048 rBV 3129111 4219655 34.32% 5.448%

21 19.515 2823 2827 2841 rVB 8025569 12293751 100.00% 15.872%
22 19.992 2905 2908 2915 rVB 1801290 2253486 18.33% 2.909%
23 20.156 2933 2936 2940 rBV 1483717 1586013 12.90% 2.048%
24 20.798 3042 3045 3055 rVB3 1183452 1929138 15.69% 2.491%
25 20.997 3076 3079 3083 rVB 2080649 2148444 17.48% 2.774%

26 21.056 3084 3089 3092 rVVv2 2074881 2858076 23.25% 3.690%
27 21.597 3178 3181 3184 rVB 515534 605590 4._.93% 0.782%
28 22.539 3337 3341 3343 rBV 534017 880067 7.16% 1.136%
29 23.156 3441 3446 3451 rBV 1386917 2189553 17.81% 2.827%
30 23.750 3543 3547 3555 rVB 807877 1434618 11.67% 1.852%

Sum of corrected areas: 77453331
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM026291.D

5.08 6.65 7.76 8.59

10.20
7.45 A A 8.93

0

T
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM026291.D

Time-->

12.00 1250 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

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

TIC: BM026291.D

20, 23.16

21.60 22.54 23.75

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Bicyclo[3.1.0]hexan-3-one, ... Concentration Rank 10

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

8.93 5.46 ng 614651 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 91
2 Thuilone 152 C10H160 000546-80-5 87
3 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 000471-15-8 86
4 3.5-Octadiene. (Z.2)- 110 C8H14 007348-80-3 72
5 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 70

Abundance Scan 1027 (8.928 min): BM026291.D (-1020) (-) m/z 81.05 100.00%
il
41 67 110
95
5000 55
124 152 8.60 8.80 9.00 9.20
o i T3 R 169 20721 gz 67.10  70.75%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25346: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
41 81
68 110
5000 95
55 8.60 8.80 9.00 9.20
15 m/z 41.10 68.46%
0 .H‘..“l“ll.‘.‘..‘U‘. ""l|'"llil?‘]'.'l?zlll'|""|""|""|"
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81
41 68
110 8.60 8.80 9.00 9.20
5000 95 m/z 68.10 64 .68%
55
27
124135 152
R L L S B L B B I S S W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25383: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyleth... A ./\h, ]
4 8 8.60 8.80 9.00 9.20
68 m/z 110.10 63.78%
110
27 95
5000 55
) ‘ 1) 12 [\
0|"'w“'whj'h'“"‘l”“'|'“'|"h|"'w""w"'|“ USRS SR SRR
mz-> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 (-)-trans-Pinane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.96 2.55 ng 287073 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (-)-trans-Pinane 138 C10H18 033626-25-4 60
2 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 000473-55-2 50
3 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 006876-13-7 30
4 Bicvclol3.1l.1Theptane. 2.6.6-tri... 138 C10H18 004755-33-3 30
5 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 27

Abundance Scan 1543 (11.963 min): BM026291.D (-1537) (- m/z 179.20 100.00%
179
55
4l 81 109
5000 69
S RAREEEEEE RS
194 208 11.60 11.80 12.00 12.20
o m/z 55.10 71.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16859: (-)-trans-Pinane
41 55 95
83
67
5000 LA L L L L L L B B
27 11.60 11.80 12.00 12.20
123 m/z 41.10 58.78%
L 0 | 1
| il MH il li . |
I o o T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 95
67 LIS LI LI L L L L I
4 82 11.60 11.80 12.00 12.20
5000 m/z 81.10 51.03%
123
27 109
15 138
i T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.... T
41 55 95 11.60 11.80 12.00 12.20
m/z 109.10 50.55%
82
67
5000
27
123
I T O A =
o SN 1T N e S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.87 2.28 ng 449376 Acenaphthene-d10 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 70
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 35
4 Arsenous acid. tripropvl ester 252 C9H21As03 015606-91-4 32
5 9-Phenanthrenamine 193 C14H11IN 000947-73-9 25
Abundance Scan 1697 (12.869 min): BM026291.D (-1694) (-) m/z 193.20 100.00%
193
55
o T T T 109123 NWAJ\\M/\
—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—r

12.60 12.80 13.00 13.20

0 m/z 55.10 56.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123

12!60 12.I80 13.IOO 13!20
m/z 123.15 50.13%

5000

208
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193
LA s
123 12.60 12.80 13.00 13.20
5000 m/z 41.10 47 .05%
150
95
ol 27 42 57 75 | 109 164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans- AR EEEEEEEEE
69 193 12.60 12.80 13.00 13.20
83 123,54, m/z 69.10 44.61%
41 109
5000 55

|

0 [ \‘ ‘ Iy ” L 4 |52 179 | 208
NSRBI

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 5 unknownl3.37 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.37 4.08 ng 804655 Acenaphthene-d10 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. tetradecahvdro- 192 Cl1l4H24 005743-97-5 44
2 p-Menth-8(10)-en-9-0l. cis- 154 C10H180 015714-13-3 22
3 2.2-Dimethvl-3-(3.7.16.20-tetram... 412 C29H480 1000194-78-6 22
4 cis.svn.cis-Perhvdrophenanthrene 192 C14H24 026634-41-3 15
5 2-Bromo-5-fluorobenzyl alcohol 204 C7H6BrFO 202865-66-5 14

Abundance Scan 1782 (13.369 min): BM026291.D (-1778) (-) m/z 55.10 100.00%
5000 125 1g3 192 W\J\W
05
220 13.00 13.20 13.40 13.60
o e m/z 81.10 92.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54695: Phenanthrene, tetradecahydro-
41 67 135 192
96
5000 U BN RS B
1300 13.20 13.40 13.60
m/z 69.10 77 .57%
i ‘H | 163 |
0||l‘|‘“||| .‘“l‘“.‘.‘..‘l.“...|........|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
81 NN BN SRS
13.00 13.20 13.40 13.60
5000 m/z 95.10 75.90%
29 123 M
o 154
mz-> 50 100 150 200 250 300 350 400
Abundance #216731: 2,2-Dimethyl-3-(3,7,16,20-tetramethyl-heneicosa-3... R i o
8 13.00 13.20 13.40 13.60
m/z 41.10 T71.47%
50001 41
135
107
ol L B N bt u}ﬁl 189 215235257 285305 327347369 412
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl3.52 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.52 8.12 ng 1601190 Acenaphthene-d10 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 42
3 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
4 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 35
5 2-Phenylindolizine 193 C14H11IN 025379-20-8 27
Abundance Scan 1808 (13.522 min): BM026291.D (-1803) (- m/z 193.20 100.00%
193
1 M
5000
RN BN SRR
151 208 13.20 13.40 13.60 13.80
ol 163175 224 m/z 69.10 52.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123
5000 SRR SRR MR SRR
150 13.20 13.40 13.60 13.80
95 m/z 83.10 38.01%
oL15 27 4285 75 | 109 M 135 | 164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123 193
" 13.20 13.40 13.60 13.80
5000 83 m/z 41.10 37.10%
67
55
29 109 137 208
o 95 152 165 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans- e A REEEEEasS
69 193 13.20 13.40 13.60 13.80
83 123 157 m/z 55.10 37.07%
41 109
5000 55 95
29
0 HH | 152165179 | 208
m/z--> 20 40 60 80 1(')0 12'0 140 160 180 200 220 13,20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl13.93 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 14.54 ng 2868490 Acenaphthene-d10 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
2 9-Borabicvclol3.3.11nonane. 9-I3... 193 C12H24BN 1000162-56-0 43
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 38
4 9-Phenanthrenamine 193 C14H1i1N 000947-73-9 30
5 2-Amino-4-benzylthiomethyl-6-pip... 315 C16H21N5S 022362-19-2 22
Abundance Scan 1877 (13.927 min): BM026291.D (-1874) (-) m/z 193.20 100.00%
193
41 g5 69 97 109
5000 81
208 13.60 13.80 14.00 14.20
o 220 238 m/z 69.10 64.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 TT [T T T T [T T I T[T T T T [TTTT]
137 mmmmmmmm
m/z 41.10 62.99%
151 208
o i \ Ll est
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
193
84 RN SR UGS
97 13.60 13.80 14.00 14.20
5000 56 136 m/z 55.10 57.60%
42 1o .
68
27 150 164 178
0"W"”I'”'P"W"”I'”'I”"P'”I'”'I”""”I'”'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- R a R mamEE L
3 97 109 13.60 13.80 14.00 14.20
69 m/z 97.10 56.98%
5000
T ‘ 123
OIEI'ISIIUH‘i\ “ | ‘ w‘ .‘.‘..l‘...l.:‘a8.... e L e o e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 1360 1380 1400 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.77 15.81 ng 3119530 Acenaphthene-d10 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 91
1-(2-Furv)-4.4 . 4-trifluoro-1.3-... 206 C8H5F303 000326-90-9 38
3 1.1.1-Trifluoro-4-(2-furv)-4-hv... 206 C8H5F303 015788-03-1 35
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 25
5 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 22
Abundance Scan 2020 (14.768 min): BM026291.D (-2018) (-) m/z 69.10 100.00%

bk

5000

14.40 14.60 14.80 15.00

0 m/z 55.10 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 109123 207
69
137 193
5000 55 LA L L L L LB L
14.40 14.60 14.80 15.00
151 222 m/z 95.10 77.09%
PR
) NN N | 7 T S N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69 95
137 R EAREEEEmamma
14.40 14.60 14.80 15.00
5000 m/z 41.10 76.06%
39 206
53
ol 12 26 82 | 108121 178
T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66450: 1,1,1-Trifluoro-4-(2-furyl)-4-hydroxy-3-buten-2-one L BT o e
95 137 14.40 14.60 14.80 15.00
69 m/z 81.10 68.24%
5000 206 /Aﬁygxﬁﬁ~jyﬂfknj\/AVVWJAg
39
53
ol 1326 | | . 8 | 108121 | 150 178 ‘
e P e e T e e e e B R BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl14.90 Concentration Rank 2

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

14.90 21.39 ng 4219660 Acenaphthene-d10 14.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 46
2 Benzoic acid. 4-fluoro-. N"-T(5.... 248 C13H13FN202 1000350-57-6 38
3 Pvridine-3-carboxvlic acid. 1-T(... 290 C15H18N204 1000310-27-9 38
4 1H-Pvrazole. l1l-ethvl-4-(4.4.5.5-... 222 C11H19BN202 1000319-69-6 38

5 4-Fluoro-N-(1H-tetrazol-5-yl)ben. .. 207 C8H6FN50

1000306-76-6 38

Abundance Scan 2042 (14.898 min): BM026291.D (-2040) (-) m/z 123.20 100.00%
123
81 95
5000 41 55 /\/_J\VJVJ]\/x/\,fmvm\/v\~,~«
173 207
7 222 14.60 14.80 15.00 15.20
158 191 . : .
o 236 m/z 95.10 45.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
t!
123 208
5000 LA L L L L L L L L LB
14 60 14. 80 15. OO 15. 20
m/z 81.10 45 _05%
o 18 147 165 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123
o
14.60 14.80 15.00 15.20
5000 95 m/z 55.10 41.97%
39 75 139 W
o 53 165 189203218 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135967: Pyridine-3-carboxylic acid, 1-[(bicyclo[4.1.0]hep... T
123 14.60 14.80 15.00 15.20
m/z 109.10 40.99%
55
5000 95
4 81
T e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14 60 14. 80 15. 00 15. 20

8270-BM060520.M Tue Jun 09 04:45:36 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.99 15.77 ng 2253490 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 91
2 Silane. dimethvl(3-methvlbut-2-e... 286 C16H3402Si 1000347-96-9 47
3 Oxazole. 2-(l1-naphthalenvl)-5-ph... 271 C19H13NO 000846-63-9 45
4 2H-Naphthol2.3-d1-1.2.3-triazole... 271 C18H13N3 1000327-40-5 45
5 1-Methyl-3-phenyl-4-azafluorenone 271 C19H13NO 069751-55-9 43
Abundance Scan 2908 (19.992 min): BM026291.D (-2905) (-) m/z 271.20 100.00%
21

—

5000 175201
69
4 {1ﬁm Jlmg | 10.60 19.80 20.00 20.20 20.40
Ol i b ) 4y | 1301328 358 401429 475 | hz5 175 10 37.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175

19!60 19.I80 20.IOO 20!20 20.I40
m/z 201.10  35.22%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
271
I B B S
75 19.60 19.80 20.00 20.20 20.40
5000 159 m/z 189.10 28.36%
201
41 105129 229
Ol bbbt e o b L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #120278: Oxazole, 2-(1-naphthalenyl)-5-phenyl- BT
271 19.60 19.80 20.00 20.20 20.40
m/z 69.10 26.51%
5000
77 139 215
51 105 l 166 242
0...t{.hll,huhh,.k??%...i N — S —
m/z--> 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknown20.16 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.16 11.10 ng 1586010 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 93
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 91
3 Naphthalene. 1.2.3.4-tetrahvdro-... 244 C18H28 029577-17-1 25
4 4-Ouinolinol. 2-pentvl-N-oxide- 231 C14H17NO2 091292-96-5 22
5 2,2-Bis(4"-methoxyphenyl)-2-etho... 286 C18H2203 1000283-53-7 22
Abundance Scan 2937 (20.162 min): BM026291.D (-2933) (-) m/z 271.20 100.00%
175 211 ”
5000
mmmmmmmm
0 302328354 415 475 m/z 175.10 91.77%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
5000 AR ARRA DR
175 mmmmmmmm
43 201 308 m/z 201.10 64 .45%
69
0 |1|8| I\\I\I‘Illlll:lw-ls\l\lﬁsw‘ m \‘ LI\I\II\?I |‘|||‘|L||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
271
175 10.80 20.00 20.20 20.40
5000 201 m/z 189.10 38.33%
4L 69 s 229
O U L L L UL WL B WL B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #97590: Naphthalene, 1,2,3,4-tetrahydro-1-isopropyl-1,2,4,... R e EEEmE
201 19.80 20.00 20.20 20.40
m/z 286.30 32.27%
5000
159
0 27 Il ‘ 91\ ‘128J a 24114
miz--> 0 §o 160 1éo 200 250 360 3éo 460 4éo ' 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Cyclodocosane, ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.80 13.50 ng 1929140 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 97
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 3045 (20.798 min): BM026291.D (-3042) (-) m/z 57.10 100.00%
5000 N l 11
229 0 20.60 2080 21.00 21 20
139 191 20.40 20.60 20.80 21.00 21.20
bbbt l, pi Jean | 261287313 358387415 489 | h/7 55.10  94.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174181: Cyclodocosane, ethyl-
5000 LA SRR P U
111 20,40 20.60 20.80 21.00 21.20
29 m/z 43.10 93.76%
ol H\HM h\ 167 195 223 251278 ‘L 336
m/z--> 50 200 250 300 350 400 450 '
Abundance
57 97
20.40 20.60 20.80 21.00 21.20
5000 m/z 83.10 85.81%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #186968: n-Tetracosanol-1 A B o
57 8 20.40 20.60 20.80 21.00 21.20
m/z 69.10 74.20%
5000 il %
29 139
NIRRT 167 195222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450 ' 20.40 20.60 20.80 21.00 21.20

8270-BM060520.M Tue Jun 09 04:45:41 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.60 4.24 ng 605590 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1H)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 95
2 2(1H)-Phenanthrenone. 3.4.4a.9.1... 300 C20H2802 006755-93-7 70
3 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 010064-26-3 64
4 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 60
5 Podocarpa-8,11,13-trien-3-one, 1... 342 C22H3003 018468-20-7 46
Abundance Scan 3181 (21.597 min): BM026291.D (-3178) (-) m/z 285.20 100.00%
285
5000 27
41 69 163 R S Sl e e
115 21.20 21.40 21.60 21.80 22.00

57

o 328360 399429460491 549

m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6..

m/z 300.20 60.21%

285
5000
217 21.20 21.40 21.60 21.80 22.00
m/z 217.20 51.72%
115 163 H
0:‘:“““ ‘H‘:““M‘HMHUH‘LHH“‘:‘:“‘::::luuuu R R
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance
285
R o R o R
21.20 21.40 21.60 21.80 22.00
5000 m/z 215.10 46.98%
243
201
43 gq 125159
O e I i I o o e o N AR R mE S e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145057: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-6-met... I o e e
300 21.20 21.40 21.60 21.80 22.00

m/Zz 203.10 41 .69%
5000 a1
189
128 HLZ43
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 20 21. 40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026291.D

Aca On : 08 Jun 2020 17:44

Operator : JU/CG

Sample : L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.75 13.10 ng 1434620 Perylene-di12 23.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 87
2 1-Hexacosanol 382 C26H540 000506-52-5 70
3 Cvclohexane. 1.2.3.4.5.6-hexaethyl- 252 C18H36 001795-14-8 64
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 55
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 52
Abundance Scan 3547 (23.750 min): BM026291.D (-3543) (-) m/z 83.10 100.00%
43
5000
11 (SN
l 157 297 23.40 23.60 23.80 24.00
266 : : : :
ob AN LL, | 195 2362067732635 401432462 505536 70”57 10 85.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104183: 1-Octadecene
43
5000 DAV RS
Bmmmmmmm
m/z 97.10 67.81%
0 ‘ 1 NJ h 140168106224252
m/z--> 6 5 100 150 200 2%0 360 3%0 460 4éo 560 séo
Abundance
57
97 N U AU B
23.40 23.60 23.80 24.00
5000 m/z 43.10 64 .24%
153181200937 266 308336364
O R R e R o e e
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #104201: Cyclohexane, 1,2,3,4,5,6-hexaethyl- R e e N EE R
55 oo 23.40 23.60 23.80 24.00
m/z 55.10 59.67%
- \/\'“/\/\VM
o7 l f 193722
m/z--> (I) 5'0 1(')0 1&1;0 200 250 300 3&1,0 4(')0 4éo 5(')0 5&'30 23 40 23. 60 23. 80 24 00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060820\
Data File : BM026291.D

Acq On : 08 Jun 2020 17:44

Operator : JU/CG

Sample - L2890-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
Bicyclo[3.1.0]hex. .. 8.93 5.5 ng 614651 2 10.20 2249760 20.0
(-)-trans-Pinane 11.96 2.5 ng 287073 2 10.20 2249760 20.0
Decahydro-4,4,8,9... 12.87 2.3 ng 449376 3 14.10 3945690 20.0
unknown13.37 13.37 4.1 ng 804655 3 14.10 3945690 20.0
unknown13.52 13.52 8.1 ng 1601190 3 14.10 3945690 20.0
unknown13.93 13.93 14.5 ng 2868490 3 14.10 3945690 20.0
Decahydro-8a-ethy... 14.77 15.8 ng 3119530 3 14.10 3945690 20.0
unknown14 .90 14.90 21.4 ng 4219660 3 14.10 3945690 20.0
2-Phenanthrenol, ... 19.99 15.8 ng 2253490 5 21.06 2858080 20.0
unknown20.16 20.16 11.1 ng 1586010 5 21.06 2858080 20.0
Cyclodocosane, et... 20.80 13.5 ng 1929140 5 21.06 2858080 20.0
9(1H)-Phenanthren... 21.60 4.2 ng 605590 5 21.06 2858080 20.0
1-Octadecene 23.75 13.1 ng 1434620 6 23.16 2189550 20.0
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