LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM041519 .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 5.128 358 364 381 rBV 942869 1589853 21.77% 3.913%
2 6.710 627 633 654 rBV 516917 1071051 14.66% 2.636%
3 6.893 658 664 678 rvVv 443182 678236 9.29% 1.669%
4 7.046 684 690 713 rVB 1842511 3078864 42.16% 7.578%
5 7.510 763 769 778 rBV 425863 668603 9.15% 1.646%
6 7.822 815 822 834 rBVY 1653125 2624265 35.93% 6.459%
7 8.687 962 969 987 rBVY 1048691 2029219 27.78% 4 .995%
8 10.292 1235 1242 1264 rBV 438663 841961 11.53% 2.072%
9 12.192 1559 1565 1580 rVB 534058 851005 11.65% 2.095%
10 12.780 1658 1665 1682 rBY 3048595 4776116 65.39% 11.756%

11 14.033 1873 1878 1886 rBV 120445 185219 2.54% 0.456%
12 14.122 1886 1893 1897 rVVv3 46162 95832 1.31% 0.236%
13 14.180 1897 1903 1919 rVB2 692896 1121439 15.35% 2.760%
14 15.686 2153 2159 2177 rBV 2397119 3836398 52.53% 9.443%
15 16.945 2367 2373 2385 rBv2 801522 1284636 17.59% 3.162%

16 17.839 2520 2525 2548 rBV 335764 620617 8.50% 1.528%
17 19.127 2740 2744 2756 rBV 189613 333267 4_56% 0.820%
18 19.592 2817 2823 2832 rBV 6215870 7303579 100.00% 17.977%
19 20.856 3034 3038 3049 rBvV 448595 573142 7.85% 1.411%
20 21.162 3085 3090 3101 rBV 1121298 1552789 21.26% 3.822%

21 21.315 3113 3116 3123 rVB2 228738 299494 4._.10% 0.737%
22 21.709 3180 3183 3186 rBV 143718 147922 2.03% 0.364%
23 21.874 3207 3211 3218 rBV 1566274 1748033 23.93% 4 _.303%
24 22.156 3255 3259 3267 rVB 177260 247122 3.38% 0.608%
25 22.639 3337 3341 3347 rVB 218108 307265 4.21% 0.756%

26 23.180 3429 3433 3441 rVB 195429 318973 4._.37% 0.785%
27 23.350 3456 3462 3471 rVB 766099 1566103 21.44% 3.855%

28 23.656 3510 3514 3524 rVB 335181 567142 7.77% 1.396%
29 23.792 3534 3537 3543 rVB3 189447 308301 4.22% 0.759%

Sum of corrected areas: 40626446
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019964.D
6000000

5000000
4000000
3000000
2000000 7.05 782

1000000 5.13
6.78 8 7.51 10.29

e T e o o NRESNIRENMIVIMESRS LSS S | SND | SHND | SRPAMIMNRSN L S0 SR | S

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019964.D

6000000 19,59

5000000

4000000

3000000 1278

15.69
2000000

1000000 16.94
12.19 14.18

17.84
19.13
14082 A R

Ol e e e e T e R T T T T T

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019964.D

6000000

5000000
4000000
3000000

2000000 21.87

23.35

1000000 3
20.86 22.16 22.64 23.1 2 79
_,_JL . .

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 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\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5-Hepten-2-one, 6-methyl- Concentration Rank 4

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

6.89 20.29 ng 678236 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hepten-2-one. 6-methvl- 126 C8H140 000110-93-0 58
2 Pvrazine. 2.3-dimethvl- 108 C6H8N2 005910-89-4 22
3 6-0Octen-2-one. (2)- 126 C8H140 074810-53-0 22
4 2.3.4-Hexatriene. 2.5-dimethvl- 108 C8H12 002431-31-4 12
5 Oxirane, 2,2"-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 10

Abundance Scan 664 (6.893 min): BM019964.D (-658) (-) m/z 42.95 100.00%
43
69
108
5000 55
93
e ‘| 83 | | 126 6.60 680 7.00 7.20
e 1 h.”,”....“w.”p“.w.”J“.”,“!w.” m/z 69.05 61.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11027: 5-Hepten-2-one, 6-methyl-
a3
5000
55 69 108 6.60 6.80 7.00 7.20
m/z 41.00 57.31%
15 27 83 93 126
0 "I'J"I'"JI'"JI'"'IJ'!Iﬁ%'”IL"'I'L"I'L'%?Q"' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5187: Pyrazine, 2,3-dimethyl-
67 108
6.60 6.80 7.00 7.20
5000 m/z 108.10 53.31%
40
o 15 % || e g |
mzs 10 % 3 40 50 80 70 8 90 100 10 130 130
Abundance #10977: 6-Octen-2-one, (2)- R e e
43 68 6.60 6.80 7.00 7.20
m/z 55.00 47 .58%
5000
27
o | ] \‘ 75 88 97 106 44 12
m/z--> 10 20 30 40 5'0 ' 7'0 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 1

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

7.05 92.10 ng 3078860 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 691 (7.051 min): BM019964.D (-684) (-) m/z 132.00 100.00%
132
5000 68 j\_
6 s
40 54 & ‘ 75 103 6.80 7.00 7.20 7.40
o....,...::':..4.8,:!..,:2!~.'.|,..':.,..5.‘?,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 48.61%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U N L L I

6.80 7.00 7.20 7.40
m/z 134.00 32.70%

89 g7103
0....,....|'|“ .--.--|| L -”,..'!!,....'-...'.,.'!'..,.1.1?.,....,
m/z--> 30 5 90 100 110 120 130 140
Abundance #13677. 3 ChIoro 6-fluoro-pyrazine
132
69 T
104 6.80 7.00 7.20 7.40
5000 m/z 66.00 32.56%
78
31 a9 m 51 ‘
0 ‘ N | H | |
I o o o o B o S L S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine

132 6.80 7.00 7.20 7.40
m/z 69.10 19.30%

97
5000
70
31
44 51 60 77
0 ‘ | Ly | | 86 \105 116 I
L e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cis-3-methyl-endo-tricyclo[... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.19 20.21 ng 851005 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-3-methvl-endo-tricvclol5.2.1... 150 C11H18 1000215-29-0 53
2 Bicvclol2.2.1Theptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 35
3 Bicvclol3.3.11nonan-9-ol 140 C9H160 015598-80-8 35
4 5-Formvl-6-methvl-4.5-dihvdropvran 140 C8H1202 1000288-90-6 35
5 Butane, 1-chloro-4-(methylenecyc... 144 C8H13ClI 1000158-48-9 22
Abundance Scan 1565 (12.192 min): BM019964.D (-1559) (-) m/z 81.10 100.00%

5000

_F::::==,

11.80 12.00 12.20 12.40 12.60

0 m/z 67.10 66.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22921: Cis-3-methyl-endo-tricyclo[5.2.1.0(2.6)]decane
5000 67 109 | SLLINLINLEN BNLIL L L L LB L
93 135 11.80 12.00 12.20 12.40 12.60
41 m/z 41.10 63.56%
27 55 121 | 150
o S T SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25635: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!l-
81
T TR
11.80 12.00 12.20 12.40 12.60
5000 m/z 55.10 62.80%
43
71
55 9 111121
2\7\ \H \‘\ “H \M\ ‘M ‘\‘ ‘ ]\-:\39 154
oA NP1 SR TS A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18000: Bicyclo[3.3.1]nonan-9-ol REEREEERREE RS S L E s
81 122 11.80 12.00 12.20 12.40 12.60
m/z 71.00 59.69%
93
5000 a1 67
55
[
N RO Y Y T DN B W S—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Iridomyrmecin Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.03 3.30 ng 185219 Acenaphthene-d10 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Iridomvrmecin 168 C10H1602 000485-43-8 94
2 Spirol2.5loctane 110 C8H14 000185-65-9 49
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 43
4 Cvclohexane. methvlene- 96 C7H12 001192-37-6 38
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 38
Abundance Scan 1877 (14.027 min): BM019964.D (-1873) (-) m/z 67.00 100.00%
95
81
109
5000
41 g
168 13.80 14.00 14.20 14.40
121 137 150
0 -,.-!|-..,~....-,..-..,.!.. m/z 95.10 91.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34322: Iridomyrmecin
95
5000 67 81 109
13.80 14.00 14.20 14.40
4l &5 m/z 80.95 75.79%
27 168
oL 18 L 123 138 180 7
m/z--> 20 40 60 80 100 120 140 160
Abundance #5767: Spiro[2.5]octane
67 8t
13.80 14.00 14.20 14.40
5000 m/z 109.10 56.68%
41 54
27 95 110
0..1.5|.‘l‘..k‘..“l“.lu‘l‘..“‘l..‘..|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #5832: Cyclohexene, 1,2-dimethyl- e T R
o7 95 13.80 14.00 14.20 14.40
81 m/z 68.00 55.87%
110
5000 41
27 55
0...l....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.84 9.66 ng 620617 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2525 (17.839 min): BM019964.D (-2520) (-) m/z 73.00 100.00%
73
60
43
5000
129
97 213 Al BEEEEEE e
|| M' 115 | 143157171185 199 | 227 256 17.60 17.80 18.00 18.20
Ol m/z 59.95 73.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 4
5000 UL BRI RN ROURELE B
17.60 17.80 18. oo 18 20
m/z 43.10 57 .57%
. | | | “ It %91}151291431571711851992132272422?6
m/z--> 25 Jo 80 160 150 150 1éo 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73
" 17.60 17.80 18.00 18.20
5000 - m/z 55.00 54 _.23%
0 I “ —r U;\ : 'Hw it ‘I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid L L s m e
60 73 17.60 17.80 18.00 18.20
43 m/z 41.00 52.67%
129
5000 29
143 157 214
0 |.‘l..‘i‘.‘..”l“l‘.‘l‘.‘.l R ama——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.29 ng 333267 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2744 (19.127 min): BM019964.D (-2740) (-) m/z 73.00 100.00%
43
5000 129
97 185 241 NN SRR B
157 | 213 284 18.80 19.00 19.20 19.40
0 bt 450 L m/z 60.00  72.69%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 NN AN B
18.80 19.00 19.20 19.40
9 185 oa 284 m/z 43.10 63.83%
o 15 ) Il:||'5.|7|| .I. ||2.]‘-3.'. .I 2|6|5 .\. SN
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
a8 73
18.80 19.00 19.20 19.40
5000 m/z 57.05 60.45%
129 242
‘ 97 ‘ 171 199
0..‘. L I"’ I.“L.LILIMI‘I|\1|53||\|\|‘||2|2‘}|\ T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R AEmEEEE L
ile] 18.80 19.00 19.20 19.40
m/z 55.00 58.77%
73
129
97
185
oLl ,‘“L.I‘It L e P Moes | su sm e
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trifluoroacetic acid, n-oct... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.86 7.38 ng 573142 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 1-Tetracosanol 354 C24H500 000506-51-4 83
Abundance Scan 3039 (20.862 min): BM019964.D (-3034) (-) m/z 69.05 100.00%
43
5000
1125 2060 20.80 21.00 21.20
168 207 267 : : : :
o, l BB L2 Rl 385 429 Tz 83.00  96.52%
m/z--> 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
69
5000 R AR AR AR
20. 60 20 80 21. 00 21. 20
[ 1 m/z 55.10 85.90%
125
154 183 224 252
Orffme T L"'I""I""""I""I"' N
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83 HSR ISR BN SURRA BN
20.60 20.80 21.00 21.20
5000 m/z 57.10 80.22%
29 111
o1 | J I} | [339 167 196 224 252 280
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #137330: 1-Heneicosy! formate A e
57 83 20.60 20.80 21.00 21.20
m/z 97.10 78.09%
5000 111 w—l/\‘_w/\
o i 11?9“167 196 222 266 294 327
m/z--> 5'0 1(')0 1&1,0 2(')0 250 300 350 4(')0 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 E-7-Octadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.86 ng 299494 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 90
2 l1-Hentetracontanol 593 C41H840 040710-42-7 90
3 1-Octadecene 252 C18H36 000112-88-9 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 58
Abundance Scan 3117 (21.321 min): BM019964.D (-3113) (-) m/z 57.10 100.00%

5000

.

21.00 21.20 21.40 21.60
m/z 69.10 74.19%

0 g 207937267297328 401
e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89784: E-7-Octadecene

F

83

5000 T TTTT TTTT TT T T[T TTIT]
21. OO 21 20 21. 40 21.60
o5 252 m/z 71.10 67.63%
0 168 210
Rammans
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
T T
97 21.00 21.20 21.40 21.60
5000 m/z 97.10 65.04%
18 39
oL L1k } l {139 181 223 278 320 362 404 446 488518 572
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89783: 1-Octadecene B L L B e e
57 21.00 21.20 21.40 21.60
m/z 43.10 62.99%
2
ol 11 l f3o 182 252
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. OO 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.87 22.51 ng 1748030 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 92
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87

Abundance Scan 3210 (21.868 min): BM019964.D (-3207) (-) m/z 55.00 100.00%

55

.

83
5000
154 182 510 21.60 21.80 22.00 22.20
Ot 230267295 336 m/z 57.10 77.36%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121980: 1-Docosene
57
5000 21.60 21.80 22.00 22.20
308 : : : :
29 - m/z 69.05 58.52%
181
0 J HA 1, Jm;.,2‘.’9.2.3.8,..25.‘0.,....,....,....,....
m/z--> 0 50 150 200 250 300 350 400 450
Abundance #92325: 1-Hexadecanol, 2-methyl-
57
R E T
21.60 21.80 22.00 22.20
5000 83 m/z 83.05 54 _.52%
29
111
1 { 139 168 210238
of— AL A b
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester e A BABBEEEE e
43 21.60 21.80 22.00 22.20
69 m/z 43.05 54 _.23%
97
5000
J {125
oAU L 23 1622 S ==
m/z--> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.16 3.18 ng 247122 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80
Abundance Scan 3260 (22.162 min): BM019964.D (-3255) (-) m/z 57.10 100.00%
sl
85
5000
113 149 2180 22.00 22.20 22.40
168 196 239 401 : : :
ol 200 34 40 B wsz 71.10  99.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 AR A
21'80 22.00 22.20 22.40
m/z 85.05 70.89%
9 127
N [5' 155183 225253 295 337
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #151556: Heptacosane
57
21:80 22,00 22.20 22.40
5000 m/z 43.05 53.38%
85
om (118 141169 197 225 253281 323351 380
m/z--> 55 100 150 200 250 300 350 400 450 '
Abundance #155178: Octacosane RN RS e
57 21.80 22.00 22.20 22.40
m/z 55.00 30.96%
5000 85 l
29
ol ] (H13 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 400 450 ' 21'80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.64 3.92 ng 307265 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Nonacosane 408 C29H60 000630-03-5 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 3341 (22.639 min): BM019964.D (-3337) (-) m/z 57.10 100.00%
. M\JL\
U B BRI SR B
141 169 22.40 22.60 22.80 23.00
ol IL 194 225 254 283309 355 77 7110 89 770
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 LRALLN IR BN UL B
22.40 22.60 22.80 23.00
m/z 85.05 57.14%
99 157 19
o 127155 | 205252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #158131: Nonacosane
57
2240 22.60 22.80 23.00
5000 85 m/z 43.10 53.18%
0 2 } ﬂ1%3}41169197225253281309337365 408 ALmaﬂ~v~uMMJ\ﬂmf\¢/\wﬁﬁw
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #123100: Pentadecane, 8-heptyl- R EEEES
57 22.40 22.60 22.80 23.00
m/z 69.05 23.17%
5000 85
29
0 || }‘ 3141169 210 53966 309
m/z--> 50 100 150 260 250 300 350 400 450 ' 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.18 4.07 ng 318973 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 3433 (23.180 min): BM019964.D (-3429) (-) m/z 57.10 100.00%
g7
85
5000
113 22.80 23.00 23.20 23.40
141169 207
O b b Ly 709, 207, 239266 297323 357385 431 489 | “n77 71.10  90.57%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 UV SRS
22'80 23.00 23.20 23.40
m/z 85.10 62.38%
99 127
0 J ]I 9 155 183 225253 295 337
m/z-> 0 50 100 1éo 200 250 360 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
57
22.80 23.00 23.20 23.40
5000 85 m/z 43.10 56.40%
29
o [T ) MBa41160 220 539066 309
m/z-> 0 50 160 150 200 250 300 350 400 450
Abundance #82608: Heptadecane e EARRs RS
57 22.80 23.00 23.20 23.40
m/z 55.10 23.97%
85
5000
29
L 113141169107 240
m/z-> 0 5 100 150 200 251;0 300 350 400 450 ' 22.80 23.00 23.20 23.40

8270-BM041519.M Fri Apr 19 14:42:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 14 Tetrapentacontane, 1,54-dib... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.66 7.24 ng 567142 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 64
2 Octacosane 394 C28H58 000630-02-4 45
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 42
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 38
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 38
Abundance Scan 3515 (23.662 min): BM019964.D (-3510) (-) m/z 57.10 100.00%
57
5000
I 740 23,00 2350 24100
167210 337 . . . .
ol ek ..J.l.‘..,..r.,u....,z.?f?.... B A e || M7z 71.10  96.54%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57
5000 L UL BN SIS
2340 23.60 23.80 24.00
h m/z 69.10 65.97%
ol l|155197239281323365415457499541583628670713755 835
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #155178: Octacosane
57
23.40 23.60 23.80 24.00
5000 m/z 85.05 65.69%

99
1 141183225 281 337 394

O et e e T T T T e T
m/z--> 0 5I0 l(I)O 150 200 250 300 350 4(I)O 450 5(!)0 550 600 650 700 75IO 8(!)0 I
Abundance #99485: Octadecane, 2-methyl- N BB R REm e S S
43 23.40 23.60 23.80 24.00
m/z 55.10 58.81%
5000
85

1}27169 225268

O e frre e T e R A as s S,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 23. 40 23 60 23. 80 24. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019964.D

Aca On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample : K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.79 3.94 ng 308301 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 72
Abundance Scan 3537 (23.792 min): BM019964.D (-3534) (-) m/z 57.10 100.00%
57
85
5000
113 LN U AU SR I
141 169 23.40 23.60 23.80 24.00 24.20
o AL LAL L9106 27 270296 330 ao3adrasiase TS0 00 g0 ey
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 AR R
23. 40 23. 60 23. 80 24 00 24. 20
m/z 85.10 62.86%
29 113
oL J] | 141169197 225253 296
LI SURLELELAS AR SRS LA SRR UARLELELN AR UL SR

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane

5

23.40 23.60 23.80 24.00 24.20

5000 a5 m/z 43.10 54 _.36%
29
o] 113 141 169 197 225 253 281 300 337 365 304 Vﬁﬂkw~mw/\¥Jﬁ\/\¢¢~n/L“w
— et e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167081: Tetracosane, 11-decyl- AR BRI
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 25.95%
- 1 NJLMM
113141 33
o [ 77169197 225253 295 337364 393420
I B B L B BB e s R R
m/z--> 0 50 100 150 200 250 300 350 400 450 23. 40 23. 60 23. 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
Data File : BM019964.D

Acq On : 18 Apr 2019 21:33

Operator : JU/SJ

Sample - K2461-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
5-Hepten-2-one, 6... 6.89 20.3 ng 678236 1 7.51 668603 20.0
unknown7 .05 7.05 92.1 ng 3078860 1 7.51 668603 20.0
Cis-3-methyl-endo... 12.19 20.2 ng 851005 2 10.29 841961 20.0
Iridomyrmecin 14.03 3.3 ng 185219 3 14.18 1121440 20.0
n-Hexadecanoic acid 17.84 9.7 ng 620617 4 16.94 1284640 20.0
Octadecanoic acid 19.13 4.3 ng 333267 5 21.16 1552790 20.0
Trifluoroacetic a... 20.86 7.4 ng 573142 5 21.16 1552790 20.0
E-7-Octadecene 21.32 3.9 ng 299494 5 21.16 1552790 20.0
1-Docosene 21.87 22.5 ng 1748030 5 21.16 1552790 20.0
Heneicosane, 11-(... 22.16 3.2 ng 247122 5 21.16 1552790 20.0
Pentadecane, 8-he... 22.64 3.9 ng 307265 6 23.35 1566100 20.0
Pentadecane, 8-he... 23.18 4.1 ng 318973 6 23.35 1566100 20.0
Tetrapentacontane... 23.66 7.2 ng 567142 6 23.35 1566100 20.0
Heneicosane 23.79 3.9 ng 308301 6 23.35 1566100 20.0
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