LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 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 F\METHODS\8270-BF020318.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 2.122 3 6 12 rVB 616661 786230 25.91% 2.137%
2 2.263 23 30 37 rBv 70809 105998 3.49% 0.288%
3 2.469 60 65 70 rvB2 49222 74511 2.46% 0.203%
4 4.345 376 384 389 rBV2 54705 89048 2.93% 0.242%
5 4.481 402 407 412 rBV 1663829 1894518 62.43% 5.149%
6 4.540 412 417 423 rVB2 57882 88872 2.93% 0.242%
7 5.104 508 513 517 rBVY 2349978 3034729 100.00% 8.249%
8 5.504 576 581 584 rBVY 2618490 2441853 80.46% 6.637%
9 5.681 608 611 616 rVB 84287 81973 2.70% 0.223%
10 6.316 715 719 723 rBV 107187 118845 3.92% 0.323%

11 6.510 742 752 757 rBV 2761645 2897859 95.49% 7.877%
12 6.651 771 776 780 rBV 2690621 2581693 85.07% 7.017%
13 6.751 790 793 797 rBV3 75802 90127 2.97% 0.245%
14 6.886 812 816 819 rBV 1192675 1027317 33.85% 2.792%
15 7.039 838 842 846 rBV 2720265 2603421 85.79% 7.076%

16 7.445 907 911 914 rBV 2214858 1988499 65.52% 5.405%

17 7.522 921 924 928 rVB2 67522 86243 2.84% 0.234%
18 7.898 979 988 991 rBV3 97164 180670 5.95% 0.491%
19 7.975 995 1001 1005 rBV6 55973 95668 3.15% 0.260%

20 8.169 1030 1034 1037 rBV 1424335 1167096 38.46% 3.172%

21 8.457 1076 1083 1084 rBV5 60515 132256 4_36% 0.359%
22 8.510 1088 1092 1095 rBvV2 131021 177721 5.86% 0.483%
23 8.627 1110 1112 1117 rVB5 64563 82676 2.72% 0.225%
24 8.792 1136 1140 1142 rBVS5 86452 123601 4_.07% 0.336%
25 8.857 1148 1151 1153 rVB 253140 207251 6.83% 0.563%

26 8.910 1158 1160 1162 rBV 99778 86065 2.84% 0.234%
27 8.933 1162 1164 1168 rvv2 210543 208592 6.87% 0.567%
28 9.163 1200 1203 1204 rBV 221712 192936 6.36% 0.524%
29 9.180 1204 1206 1212 rVB 338456 331176 10.91% 0.900%
30 9.245 1212 1217 1221 rBV 2820376 2862877 94.34% 7.782%

31 9.322 1226 1230 1233 rBV2 659287 866857 28.56% 2.356%
32 9.633 1280 1283 1287 rBV2 2082011 3010812 99.21% 8.184%
33 9.669 1287 1289 1291 rvv2 355581 357856 11.79% 0.973%
34 9.792 1307 1310 1313 rBV2 1581073 1904053 62.74% 5.175%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.839 1315 1318 1321 rVB 2176745 2189632 72.15% 5.952%
36 9.963 1337 1339 1342 rBV3 772870 1018043 33.55% 2.767%
37 10.186 1374 1377 1380 rBV2 1296153 1602854 52.82% 4_357%

Sum of corrected areas: 36790428
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF021218\

BF102924.D

12 Feb 2018 16:55

SJ/Ju

J1517-03

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

10000004 1,

2.26 2.47

TIC: BF102924.D

7.04
7.45

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

10.50 11.00 11.50

12.00 12.50 13.00

13.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF102924.D

1

Time-->

18.00 18.50 19.00

4.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.12 15.31 ng 786230 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32

Abundance Scan 6 (2.122 min): BF102924.D (-3) (-) m/z 73.00 100.00%
73
5000 43
5> 87 e
37| 63 2.20 2.30 2.40 2.50
et e 83 Tm/z 43.00  46.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 32.98%
29
"W"”I'”'I”'MP?§WMJ”I'“'I”§ZLI'W"”I'”'I”'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
no g 87 220 230 240 250
5000 m/z 87.00 25.92%
29
15 67 97
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- R A RAmenrs e
73 2.20 2.30 2.40 2.50
m/z 41.00 14.12%
5000
43
2 15 29 36 || 5359 665 | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone Concentration Rank 18

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

2.26 2.06 ng 105998 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 50
3 3-Buten-2-ol. 3-methvl- 86 C5H100 010473-14-0 38
4 2.3-Butanedione 86 C4H602 000431-03-8 9
5 Propanoyl chloride, 2-methyl- 106 C4H7CIO 000079-30-1 9

Abundance Scan 29 (2.257 min): BF102924.D (-23) (-) m/z 43.00 100.00%
43
5000 M
58 86
3639| 51 55 67 L 83 2 202.30 2.40 2.50 2.60 2.70

I""I""I""I""I""I""I"'!I'!:I""I"'"I"!'I""I""I!"'I""I""I!"'I""I" m/z 41.00 13.82%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43

5000 BRENINAI VALV A AL
2.202.30 2.40 2.50 2.60 2.70
86 m/z 85.95 12.51%

58 71
15 27 31 3?‘ . 50 55| 62 67 | ‘
[ [ T T [ T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

2.202.30 2.40 2.50 2.60 2.70

5000 m/z 58.00 10.11%
27 39 86
24 31 36 4649 53 576063 67 1 75 81
WWWWFWFFFWFFFTFFFWFFFWWWW
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1777: 3-Buten-2-ol, 3-methyl-
a3 2.202.30 2.40 2.50 2.60 2.70

m/z 38.95 9.25%

5000 39
27
53 58 71 86
15
°10 31| laeag | | 63 |

_'_""l_'""_"r"'_""r'""_"r'_""'-r""'_"r'_"
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.48 36.88 ng 1894520 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 407 (4.481 min): BF102924.D (-402) (-) m/z 54.95 100.00%
55 83
5000 43
98
U UL A R R
420 4.40 4.60 4.80
..,....,....,..??L':..‘.‘?l.'.:.,6.2.‘?7.,...77.,.:..,....,.... m/z 83.00 91.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 U UL A R R
29 98 420 4.40 4.60 4.80
m/z 43.00 41.07%
I 3?‘ [y 49\ | 62 67 7”7 | 89 L
mz-> 10 20 3'0 R A
Abundance
83
55 420 4.40 4.60 4.80
5000 43 m/z 98.00 32.39%
98
29
23 37 49 63 89 77 93
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3400: 2-Pentene, 3,4-dimethyl-, (2)- R e
55 420 4.40 4.60 4.80
83 m/z 39.00 28 .50%
5000 41
27 98
i '%§' |""N|" UL U SULR |§?"i?' '??I LI I B URE UL A RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80

8270-BF020318.M Wed Feb 21 11:07:52 2018 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.10 59.08 ng 3034730 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 512 (5.098 min): BF102924.D (-508) (-) m/z 43.00 100.00%
43
59
5000
1ot 480 500 520 540
BT/ M= P - £ O N - N B oy S O RO D
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL I
59 480 500 520 540
m/z 101.00 16.73%
15 31 101
25 7 37, 53 83 |
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.95 16.43%
a1 101
15 31 53 69 83
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 480 5.00 5.20 5.40
m/z 41.00 8.95%
5000 41
31
| [
"'I'%é'l"jll""hﬁ"'I?%M""'ji'"'I""I”'gﬁ""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Heptanone, 6-methyl- Concentration Rank 15

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

6.32 2.31 ng 118845 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 59
2 Pentanal. 2-methvl- 100 C6H120 000123-15-9 49
3 2-Heptanone. 4-methvl- 128 C8H160 006137-06-0 47
4 2-Hexanone 100 C6H120 000591-78-6 42
5 Cyclobutane, methoxy- 86 C5H100 018593-33-4 27

Abundance Scan 720 (6.322 min): BF102924.D (-715) (-) m/z 43.00 100.00%
43
58
5000
| soff, 7 % % uo 6.00 620 640 6.60
e preerrre e 2 el e b e - M/Z 57.95 67.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12527: 2-Heptanone, 6-methyl-
43
58
5000
6.00 6.20 6.40 6.60
- o5 m/z 41.00 21_55%
15 29 85 110
"'|'”"v"““"'Jw*"?%J“Jw'"M"7ﬁ"“'|'J'w""|"'w"%%?"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
58 DENAPE SRR AR SRR
6.00 6.20 6.40 6.60
5000 m/z 56.00 17.79%
29 7
15 51 83 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12529: 2-Heptanone, 4-methyl- IS BN RN R
43 6.00 6.20 6.40 6.60
m/z 54_.95 15.70%
5000 58
27
15
| sl s1| 0 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 620 640 660
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 3

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

6.65 50.26 ng 2581690 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102924.D (-771) (-) m/z 132.00 100.00%
5000 68
6 rTTTTTTTT T T T T T T T T T T
40 _ 54 ‘ 75 104 6.40 6.60 6.80 7.00
..,....,....,...:I'!.‘.‘?,'.!..?%:.-.',..':.,..5??,..!.,.':..,.1.1.5.,...., - m/z 68.00 43.57%
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 A
5000 U UL U L
6.40 6.60 6.80 7.00
78 m/z 134.00 32.91%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 65.95 29.18%
33 44 97 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole e T Ry

132 6.40 6.60 6.80 7.00
m/z 69.00 17.08%

5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
T T T R e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown8.46 Concentration Rank 16

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

8.46 2.27 ng 132256 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene.l-hexvl- 166 C12H22 003964-66-7 30
2 Naphthalene. decahvdro-2.3-dimet... 166 C12H22 001008-80-6 30
3 17-Octadecvnoic acid 280 C18H3202 034450-18-5 30
4 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 001197-95-1 30
5 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 002530-17-8 30

Abundance Scan 1084 (8.463 min): BF102924.D (-1076) (-) m/z 41.00 100.00%
1 177

5000

8.20 8.40 8.60 8.80
m/z 177.10 88.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35169: Cyclohexene,1-hexyl-
1

96

5000
8.20 8.40 8.60 8.80

166 m/z 163.10 66 .39%

27

110124138

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
81 151166 8.20 8.40 8.60 8.80
5000 41 55 100 m/z 43.00 64.08%
124
27

m’mﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127642: 17-Octadecynoic acid R Al REEEE B
81 8.20 8.40 8.60 8.80
m/z 121.00 54.98%

5000
109

123137151165181195209223237251265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : 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 unknown8.51 Concentration Rank 14

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

8.51 3.05 ng 177721 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. silver(l+) salt 250 C8H15Aa002 024927-67-1 27
2 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 25
3 Ethvl _alpha.-d-alucopvranoside 208 C8H1606 1000127-29-4 25
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 25
5 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 15

Abundance Scan 1092 (8.510 min): BF102924.D (-1088) (-) m/z 60.00 100.00%
91
41
5000 136
119
159 820 840 8.60 8.80
o | m/z 90.95 79.86%
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60
127
5000 RN SRR SN
4 8.20 8.40 860 8.80
85 m/z 72.95 78.01%
.“‘. Ih‘n “l‘ .“H‘. \\IP??I ‘. : — ?lIGI .249.2.73. — |3$|9|
m/z--> 50 100 150 200 250 300 350
Abundance
91
119136 820 840 8.60 8.80
5000 m/z 57.00 68.14%
65
39
m/z--> " 50 100 150 200 250 300 350
Abundance #68145: Ethyl .alpha.-d-glucopyranoside R e AR RRRE
60 8.20 8.40 860 8.80
m/z 41.00 65.08%
5000{ 42
88
” |‘ .} |, 116 144163 208
m/z--> 50 100 150 200 250 300 350 820 840 8.60 880
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown8.79 Concentration Rank 17

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

8.79 2.12 ng 123601 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01Theptane. 3-methvl-... 180 C13H24 041977-48-4 46
2 cis.trans-2.9-Dimethvilspirol5.51... 180 C13H24 095530-74-8 30
3 Spirol4.21hept-1-ene. 1.2-diaza-... 174 C5H7BrN2 211738-70-4 22
4 Cvclohexane. (2-ethvl-1-methvl-1... 180 C13H24 074810-42-7 15
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 14

Abundance Scan 1140 (8.792 min): BF102924.D (-1136) (-) m/z 95.00 100.00%
7? 81
55
5000
163 180 SRR SR N AR
|| || 123 135 8.40 8.60 8.80 9.00 9.20
T m/z 41.00 98.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #45747: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81
95
5000 55 67 BRSNS N SR
41 109 8.40 8.60 8.80 9.00 9.20
123 180 m/z 72.00 96.21%
L) AL KA LAREA RALAE RAAR RALEA LA LARKS RALK) “"'%§7'“4§%'w%ﬁ§|“"v"w
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
81
95 AR SR N AR
55 8.40 8.60 8.80 9.00 9.20
5000 67 Ho s m/z 81.00 95.39%
137 180
151 165
LR A R A R RN AR AR CARAN LR LA RN LA LASN SRR RARAS LAY
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41238: Spiro[4,2]hept-1-ene, 1,2-diaza-3-bromo- N EAREREmEE TS
95 8.40 8.60 8.80 9.00 9.20
81 m/z 55.00 71.45%
5000
54
\H r o0 J 107 121130 147 L
m/z--> 30 4'0 5'0 60 70 8|0 90 100 110 120 130 140 150 160 170 180 840 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown8.86 Concentration Rank 13

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

8.86 3.55 ng 207251 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 36
2 Cvclopropanecarboxvlic acid. 2-m... 170 C10H1802 1000354-65-8 28
3 1.5-Pentanediol. 0.0"-di(propara... 268 C13H1606 1000331-35-4 25
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 25
5 3,3"-Bifuran, 2,27,3,3"-tetrahydro- 138 C8H1002 098869-94-4 9

Abundance Scan 1152 (8.863 min): BF102924.D (-1148) (-) m/z 69.00 100.00%
69
5000
41
g7 103 U U L R R
123 137 179 8.60 8.80 9.00 9.20
0 59 13 149 164 194 n/z  41.00 55330
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7242: Ethyl cyclopropanecarboxylate
69
5000 AR SRR A U
41 8.60 8.80 9.00 9.20
29 86 m/z 39.00 18.85%
5 || e
miz--> 20 40 60 80 100 120 140 160 180
Abundance
69
" '8.60 8.80 9.00 9.20
5000 m/z 103.00 18.18%
84
a %®
27 99 127
miz--> 20 40 60 80 100 120 140 160 180
Abundance #116909: 1,5-Pentanediol, O,O-di(propargyloxycarbonyl) ester
69 8.60 8.80 9.00 9.20
39 m/z 87.00 16.44%
5000
%9 ﬂ5 | e 101
; Ay Wl il [ |
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo ' &%0 &%0 9.00 950
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Phthalic anhydride Concentration Rank 12

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

8.93 3.57 ng 208592 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 91
2 Ninhvdrin 178 C9H604 000485-47-2 90
3 Indan-1.2.3-trione 160 C9H403 000938-24-9 83
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 80
5 [2,2"-Bi-1H-indene]-1,1"-dione, ... 358 C18H1408 005950-69-6 64

Abundance Scan 1163 (8.927 min): BF102924.D (-1162) (-) m/z 104.00 100.00%
76 104
5000 50
37 148 8.60 8.80 9.00 9.20
61 133
2 b A2 L 160 476 1 sy 76.00 82.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104
76
5000 148
50 8.60 8.80 9.00 9.20
a8 m/z 50.00 48 _.27%
16 28 “ 1 61 \M\ 85 | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
76 104
8.60 8.80 9.00 9.20
5000 50 m/z 74.00 19.89%
132
26 38 61 85 160
mz-> 20 40 60 80 100 120 140 160 180
Abundance #31443: Indan-1,2,3-trione
76 104 8.60 8.80 9.00 9.20
m/z 148.00 12.72%
50
5000
132
- 38 ‘
L R '|"“l'?;"““‘|?§ T ""I T T '}Tq I N
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown9.16 Concentration Rank 11

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

9.16 3.79 ng 192936 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Zinc. bisl2.2-dimethvl-3-(2-meth... 310 C18H30Zn 074842-24-3 27
2 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 25
3 Cvclopentene. 1.3-dimethvl-2-(1-... 138 C10H18 061142-32-3 25
4 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 22
5 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 22

Abundance Scan 1203 (9.163 min): BF102924.D (-1200) (-) m/z 81.00 100.00%
8
55 109 19 ~M~N/«waﬁMﬂvavavﬂbﬂwﬁ
5000
149
3 880 9.00 9.0 940

! m/z 179.15  61.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ’
Abundance #152976: Zinc, bis[2,2-dimethyl-3-(2-methyl-2-propenyl)cyc...
81 123
41 N
5000 LI N L L L L B
8.80 9.00 9.20 9.40
107 187 m/z 109.05 54_.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
109
R o
8.80 9.00 9.20 9.40
5000 m/z 55.00 54 _.51%
54
28 82
wwmmwmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16995: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)- AL maE s m e
81 123 8.80 9.00 9.20 9.40
m/z 57.00 53.09%
5000
41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.80 9. OO 9. 20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Dodecane, 2,6,10-trimethyl- Concentration Rank 10

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

9.18 6.51 ng 331176 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance Scan 1206 (9.180 min): BF102924.D (-1204) (-) m/z 57.00 100.00%
57

71

5000

1

8.80 9.00 9.20 9.40 9.60
m/z 71.05 76 .04%

99 113127147 159173 19354

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57
71

8.80 9.00 9.20 9.40 9.60
29‘ 85 m/z 43.00 53.83%

| || 9913127151165 183197
S B W M - ———

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

L

57
7 R —
43 8.80 9.00 9.20 9.40 9.60

5000 a5 m/z 41.00 33.94Y%

29 99 113197

141155169183197211225239253267 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

k

Abundance #71407: Dodecane, 2,7,10-trimethy!- O S s
57 8.80 9.00 9.20 9.40 9.60
71 m/z 85.00 28.52%
43
5000
|| | ‘ 99 113127, 41 155169183197
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII _'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown9.32 Concentration Rank 8

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

9.32 17.03 ng 866857 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-(2-oxopropv D) furan 138 C8H1002 087773-62-4 35
2 3-Fluorobenzoic acid. pentvl ester 210 C12H15F02 312942-55-5 15
3 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 15
4 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 15
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 11

Abundance Scan 1230 (9.322 min): BF102924.D (-1226) (-) m/z 57.00 100.00%
193

5000

!

9.00 9.20 9.40 9.60

1581161 177
m/z 193.20 97 .56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan

69

-

95
5000 9.00 9.20 9.40 9.60
109 m/z 55.00 91.42%
P
,....,....,....,....,....,....,....,....,....,....,
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
123
RS o
95 9.00 9.20 9.40 9.60
5000 70 m/z 41.00 81.20%
141
29 41 55
84 109 153 210
s L I B e B s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- B B
95 9.00 9.20 9.40 9.60
55 m/z 69.00 69.95%
109
41
5000 o1
H 123 138
e TR
m/z--> 20 40 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknown7.79 Concentration Rank 5

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

9.79 37.41 ng 1904050 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 46
2 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 25
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 25
4 1-Docosene 308 C22H44 001599-67-3 25
5 1-Heneicosanol 312 C21H440 015594-90-8 20

Abundance Scan 1310 (9.792 min): BF102924.D (-1307) (-) m/z 55.00 100.00%

5000

152 173 9.40 9.60 9.80 10.00 10.20

224
01 m/z 69.00 99.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #191698: Bromoacetic acid, hexadecyl ester
43
69 g3

97

5000 | BN L L L L LB L
29 9.40 9.60 9.80 10.00 10.20
m/z 41.00 78.46%
\“L 166180 196 222 269
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
R e e e e
9.40 9.60 9.80 10.00 10.20
5000 55 95 m/z 57.00 72.03%

10124139 164178192207

W‘wﬁwﬁwﬁw’wﬁrﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #127769: 5-Eicosene, (E)- A B o e
55 9.40 9.60 9.80 10.00 10.20
m/z 83.05 65.00%
4 69 83
5000 o7
111
2 125

ﬁ N j‘ 139153167 182196210224 252 280
R e e s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknown9.84 Concentration Rank 4

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

9.84 43.02 ng 2189630 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 47
2 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 27
3 2-Butenamide. 2.3-dimethvl-N-phe... 189 C12H15NO 024735-54-4 22
4 Cvclohexanone. 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 22
5 Cyclohexane, 1,1",1""-(1l-ethanyl... 276 C20H36 055682-86-5 22

Abundance Scan 1318 (9.839 min): BF102924.D (-1315) (- m/z 193.20 100.00%
193
69 97
55

109
41

5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
208 994 9.60 9.80 10.00 10.20
(o} m/z 69.00 76.42%
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-
69 123 193
83 137
5000 ot 109
b RRREE EEE A
55 % 9.60 9.80 10.00 10.20
29 m/z 97.10 75.32%
b A L aseaes s | s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69 97
41 55 IIIIIIIIIIIIIIIIIIIIIII
9.60 9.80 10.00 10.20
5000 29 11 m/z 55.00 67.12%
126
83

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #52406: 2-Butenamide, 2,3-dimethyl-N-phenyl- b RRREE EEE A
69 97 9.60 9.80 10.00 10.20
4l m/z 109.10 62.40%
5000
189
27 53
LoL2° L .83 | 117 130 144 160171
R = -4 . = = SOV
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102924.D

Aca On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample : J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 18 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.19 31.49 ng 1602850 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Tridecane 184 C13H28 000629-50-5 72
3 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 72
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 68
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 1378 (10.192 min): BF102924.D (-1374) (-) m/z 133.10 100.00%
55 83
5000
204 SRR IR SRR BN B
11 9.80 10.00 10.20 10.40 10.60
- ‘ o, ho A8 228 W/z 55.00  71.46%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 SRR A SRR BN B
9.80 10.00 10.20 10.40 10.60
29 m/z 83.10 71.36%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
9.80 10.00 10.20 10.40 10.60
5000 m/z 57.00 63.82%
29 85

112 141 184

T
m/z--> 50 100 150 200 250

|
300 350

Abundance #48887: Decane, 2,3,7-trimethyl- B B o
43 9.80 10.00 10.20 10.40 10.60
71 m/z 71.10 51.77%
5000
97 141
.%%u,ui. W,...J,....,.... ] N
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
Data File : BF102924.D

Acq On : 12 Feb 2018 16:55

Operator : SJ/JU

Sample - J1517-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.12 15.3 ng 786230 1 6.89 1027320 20.0
2-Pentanone 2.26 2.1 ng 105998 1 6.89 1027320 20.0
3-Penten-2-one, 4... 4.48 36.9 ng 1894520 1 6.89 1027320 20.0
2-Pentanone, 4-hy... 5.10 59.1 ng 3034730 1 6.89 1027320 20.0
2-Heptanone, 6-me... 6.32 2.3 ng 118845 1 6.89 1027320 20.0
unknown6 .65 6.65 50.3 ng 2581690 1 6.89 1027320 20.0
unknown8 .46 8.46 2.3 ng 132256 2 8.17 1167100 20.0
unknown8.51 8.51 3.0 ng 177721 2 8.17 1167100 20.0
unknown8.79 8.79 2.1 ng 123601 2 8.17 1167100 20.0
unknown8 .86 8.86 3.5 ng 207251 2 8.17 1167100 20.0
Phthalic anhydride 8.93 3.6 ng 208592 2 8.17 1167100 20.0
unknown9.16 9.16 3.8 ng 192936 3 9.93 1018040 20.0
Dodecane, 2,6,10-... 9.18 6.5 ng 331176 3 9.93 1018040 20.0
unknown9 .32 9.32 17.0 ng 866857 3 9.93 1018040 20.0
unknown7 .79 9.79 37.4 ng 1904050 3 9.93 1018040 20.0
unknown9 .84 9.84 43.0 ng 2189630 3 9.93 1018040 20.0
Octacosane 10.19 31.5 ng 1602850 3 9.93 1018040 20.0
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