LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample = J4328-06

Misc :

ALS Vial : 28 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.787 80 85 90 rBv 14802 22521 1.01% 0.154%
2 5.187 316 323 335 rBV 37424 60102 2.69% 0.412%
3 5.664 396 404 417 rBV 294701 480909 21.55% 3.293%
4 7.305 678 683 696 rBV 167898 300891 13.49% 2.061%
5 7.663 737 744 760 rVB 646022 1046283 46.89% 7.165%
6 8.134 818 824 835 rBV 184851 317043 14.21% 2.171%
7 8.452 869 878 890 rBV 626921 999694 44.80% 6.846%
8 9.222 1004 1009 1016 rVB3 19588 33932 1.52% 0.232%
9 9.316 1018 1025 1040 rBV 457651 800958 35.90% 5.485%
10 9.757 1095 1100 1105 rBV 25999 38391 1.72% 0.263%
11 10.122 1154 1162 1168 rBV5 18071 42033 1.88% 0.288%
12 10.334 1192 1198 1204 rVB2 33622 57678 2.59% 0.395%
13 10.946 1297 1302 1313 rVB 212647 389445 17 .45% 2.667%
14 11.040 1313 1318 1323 rBv3 17148 29242 1.31% 0.200%
15 11.398 1374 1379 1384 rVB2 26667 41039 1.84% 0.281%
16 11.510 1392 1398 1403 rBvV 29044 49241 2.21% 0.337%
17 11.793 1439 1446 1451 rBvV7 11783 28945 1.30% 0.198%
18 12.475 1553 1562 1570 rVB4 43707 81574 3.66% 0.559%
19 12.769 1607 1612 1619 rBvVvV9 12029 29003 1.30% 0.199%
20 12.834 1619 1623 1628 rVV3 29402 55075 2.47% 0.377%
21 13.087 1662 1666 1672 rVVs8 12347 24716 1.11% 0.169%

22 13.387 1711 1717 1725 rVB 1057611 1530915 68.61% 10.484%
23 14.222 1853 1859 1864 rBV 88079 136651 6.12% 0.936%
24 14.581 1916 1920 1926 rVB7 14832 28069 1.26% 0.192%
25 14.769 1943 1952 1958 rVB2 270481 443297 19.87% 3.036%

26 14.851 1958 1966 1974 rBV9 35083 87431 3.92% 0.599%
27 15.598 2090 2093 2099 rVB7 16364 27170 1.22% 0.186%
28 16.257 2199 2205 2214 rBV 895565 1301123 58.31% 8.910%
29 16.475 2239 2242 2254 rBV4 39592 89089 3.99% 0.610%
30 17.298 2378 2382 2388 rVB2 31919 54875 2.46% 0.376%

31 17.504 2411 2417 2427 rVB 329256 492008 22.05% 3.369%
32 17.969 2490 2496 2506 rBV 399143 596937 26.75% 4.088%
33 18.233 2537 2541 2547 rVB4 24514 33710 1.51% 0.231%
34 18.357 2557 2562 2571 rBV 225687 331964 14.88% 2.273%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample = J4328-06

Misc :

ALS Vial : 28 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.574 2594 2599 2613 rBV 474575 711967 31.91% 4_.876%
36 19.616 2772 2776 2781 rBV 90309 122580 5.49% 0.839%
37 20.080 2850 2855 2862 rVB 1792508 2231226 100.00% 15.280%
38 21.304 3059 3063 3072 rBV 152588 203586 9.12% 1.394%
39 21.633 3115 3119 3128 rVB 437940 562135 25.19% 3.850%
40 22.786 3312 3315 3321 rVB2 84153 115325 5.17% 0.790%

41 23.968 3511 3516 3525 rVB2 295528 573867 25.72% 3.930%

Sum of corrected areas: 14602640
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016272.D
1500000
1000000
7.66 8.45
500000 9.32
5.66
7.30 8.13 10.95
0 3.79 5.19 [\ 9. 9.76 10.19.33 J{Mm 111a6G11.79
o ma  Eam E  aa o  a a  a ae  AAE r
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM016272.D
2008
1500000
13.39
1000000 16.26

18.57
500000

19.62 LW__-
o 12.47%2/883.09

Time-->12.00 12,50 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 20.50

Abundance TIC: BM016272.D
1500000
1000000
21.63
23.97
500000
21.30 22.79
AN N
O T L o e e L e e L B L B e L o o 0 LJNLA B e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.19 3.79 ng 60102 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 38
3 Butane 58 C4H10 000106-97-8 27
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 323 (5.187 min): BM016272.D (-316) (-) m/z 42.95 100.00%
43.0
5000 59.1
| | we 250 500 520 540 550
o} A | RN | oSS N m/z 59.10 45.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RARRS RS RARRERA
480 500 520 5.40 5.60
59.0 m/z 101.00 15.18%
0 210 Ll | 90 30 990 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0 58.0
480 500 520 540 560
5000 m/z 41.10 13.49%
710 820
0 ‘ I i | 1 ‘ | 97.0
LR UL SR SR UL UL FULRLEL IR S S S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #222: Butane
43.0 480 500 520 5.40 5.60

m/z 58.10 12 .80%

5000 29.0

15.0 58.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.66 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.66 66 .00 ng 1046280 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10
Abundance Scan 743 (7.658 min): BM016272.D (-737) (-) m/z 132.00 100.00%

7.40 760 780 800

132.0
5000 68.1

o} m/z 68.10 43.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 LA L L L L L L LB L

7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 66.10 40.02%

70.0
||, 60, 79° w0 | | ‘
o) PRI S . S MR WU i B BN Y NSNS |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0

7.40 7.60 7.80 8.00

5000 m/z 134.00 32.10%
27.0
15.0 Loy 42\? 1 \‘ ‘ 76.0 91.0 i
o B YIS P N A iU |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- A R mman e
132.0 7.40 760 780 800

m/z 69.10 24 .06%

5000 67.0
44.0 103.0
0 1 | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 18

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

9.22 2.14 ng 33932 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 90
2 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 90
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 90
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 86

Abundance Scan 1009 (9.222 min): BM016272.D (-1004) (-) m/z 119.00 100.00%
119.0
5000
91.1 134.1
390 509 629 77|-1 10T0 || 8.80 9.00 9.20 9.40 9.60
Ol rerrere e el bbbl b | M7z 91.10  33.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
118.0
5000
91.0 8.80 9.00 9.20 9.40 9.60
65.0 134.0 m/z 134.10 32.85%
s TR BT 4'0 5'0 % 70 s'o 90 100 11'0 150 130 140
Abundance #14399: Benzene, 1-methyl-4-(1-methylethyl)-
119.0 ﬂ
880 9.00 9.20 9.40 9.60
5000 m/z 117.00 21.52%
91.0
134.0
39.0 510 650 77.0
"I%?'gl'?Y'?""m""”'"'I”j"l""l""l"'}ﬁ% RI"MLI""I""'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: Benzene, 1-methyl-2-(1-methylethyl)- 'ﬁ. R ARamEE s A,
119.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 17.03%
5000 91.0
134.0
39.0 510 65.0 77.0
"|%'5'c')|"2'7'(|)""‘l"'"|""'|""''|""|""|""1?':‘3l ?I"'Ll""l""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 wunknownl10.12 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.12 2.16 ng 42033 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-o-Tolvlprop-2-en-1-one 146 C10H100 039627-60-6 45
2 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 27
3 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 27
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 27
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 27
Abundance Scan 1162 (10.122 min): BM016272.D (-1154) (-) m/z 119.00 100.00%
11$.0 131.0
91.0
148.1
5000 770 105.0
39.0 50.9 63.0
| [ I I | L | 9.80 10.00 10.20 10.40
0'P'”P'”mh”v'”l””I”'W”'W”'W”'W”'W”'W'”W'”W'”' m/z 131.00 91.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20641: 1-o-Tolylprop-2-en-1-one
91.0
146.0
5000 119.0 131.0 U N 'A'I' A"l
: 9.80 10.00 10.20 10.40
m/z 133.10 74 .32%
77.0 103.0 |
0'w'“l”'w'“'VH'v'”|”JH'“JHh“|h“w'h‘L'Mq“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20729: Benzene, (1-methyl-1-butenyl)-
131.0
9.80 10.00 10.20 10.40
5000 91.0 146.0 m/z 91.00 72.15%
115.0
270 390 510 650 77"0 103.0
0 .|...‘.‘l....‘l‘....k‘l‘...ﬁ‘l‘.‘.|.l‘ll‘l....‘ll...ll‘l‘..l...‘ll...‘Hﬁl...l..‘.‘.l....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20779: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0 9.80 10.00 10.20 10.40
m/z 114.90 54 .02%
5000 010
: 146.0
270 39.0 51.0 63.0 77.0 103.0 115.0
0 |||||||||||‘|‘||||Hi‘|||||‘l‘|||||‘i‘l|||||‘|l||||l‘l‘|||||‘|‘|||||‘l‘il||||||‘|‘||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.96 ng 57678 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 52
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 52
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 52
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 50
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 50
Abundance Scan 1197 (10.328 min): BM016272.D (-1192) (-) m/z 119.10 100.00%
119.1
5000
911 134.1
77.0

39|-° 51|'° 65.0 | 105.0 | | 10.00 10.20 10.40 10.60
SRS P 1 S S N S 1 1 AN m/z 117.00 47.80%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 II|IIII|IIIIA|IIAII|IIAII|
10.00 10.20 10.40 10.60
910 134.0 m/z 91.10 35.41%
0 15.0 27.0 410 530 65.0 77|0 | 103.0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII.IIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14366: Benzene, 1-ethyl-2,4-dimethy!l-
119.0
10.00 10.20 10.40 10.60
5000 m/z 134.10 28.87%
134.0
L i R A R a st na s e B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14368: Benzene, 2-ethyl-1,3-dimethyl- A B
119.0 10.00 10.20 10.40 10.60
m/z 115.10 25.11%
5000
91.0 134.0
65.0 77.0
150 270 390 510 OR° | 100 1l
R B A B o B B RRAREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.11 ng 41039 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 64
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 58
3 Naphthl1.2-bloxirene. l1a.2.3.7b-... 146 C10H100 002461-34-9 40
4 Stvrene 104 C8HS8 000100-42-5 30
5 Indan, epoxide 132 C9H80 000768-22-9 27
Abundance Scan 1379 (11.398 min): BM016272.D (-1374) (-) m/z 104.10 100.00%
104.1
5000 146.1
91.0 115.0
131.0 A MU A W

78.0
39|.o 51|-° 65|.0 || I‘ | || ||| 11.00 11.20 11.40 11.60 11.80
e prrdbeee bbbl M Tm/z 1460100 46.37%

0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20761: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
91.0 11.00 11.20 11.40 11.60 11.80
131.0 m/z 115.00 33.36%
270 390 510 g50 780 | 1li‘3l-°
Obr eyl ettt et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20667: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0 11.00 11.20 11.40 11.60 11.80
5000 m/z 91.00 29.82%
117.0

39.0 58.0 78.0 91.0 131.0
27.0 1 P | 1 | If “ |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20682: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 11.00 11.20 11.40 11.60 11.80
m/z 103.00 27.82%
117.0
27.0 39.0 58.0 78.0 91.0
o N PSP WO VOO O NS T N ﬂ..............w..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.51 2.53 ng 49241 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 90
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 87
3 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 87
4 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 83
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 1398 (11.510 min): BM016272.D (-1392) (-) m/z 131.00 100.00%
131.0
5000 91.0 115.0 146.1
390 510 650 77|-0 ‘ 103.0 |“ | 11.20 11.40 11.60 11.80
Ol ettt ot el L Tm/z 146.10 0 39.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20767: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
146.0 11.20 11.40 11.60 11.80
91.0 118.0 m/z 91.00 36.71%
270 390 510 650 770 | Ol
O e e R B RN R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20721: Benzene, (2-methyl-1-butenyl)-
131.0
146.0 11.20 11.40 11.60 11.80
5000 91.0 m/z 115.00 35.79%
115.0
0 27.0 39\'0 53.0 65\9 77\'0 10?'0 M \H il
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131.0 11.20 11.40 11.60 11.80
m/z 117.10 30.94%
146.0
5000
9.0 115.0
0 0 eso 70 | w0 )
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80

8270-BM072318_.M Thu Aug 09 15:02:09 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.47 4.19 ng 81574 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96

2 2.3.4.5.6.7-Hexahydro-1H-cvclope... 146 C11H14 1000189-31-0 95
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 92
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 87
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 87

m/z 131.10 100.00%

12.20 12.40 12.60 12.80

m/z 118.10 99.40%

A
LI B I

12.20 12.40 12.60 12.80

Abundance Scan 1561 (12.469 min): BM016272.D (-1553) (-)
118.1 131.1
5000 91.1 146.0
77.0
o..,....,....,...!hl.-...;hl.l..,.|!I.I.,|...!I,.....|!..u..,!l.|..,|..l [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20756: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
118.0
146.0
5000 910
39.0 . 105.0
27.0
15.0 ‘ 51.0 g30 77.0
OH,J”P.w“”:ﬂ”JHHHmLJHﬁHHJﬁ”.JuW.Jﬁ”AhL”ﬁ..P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

m/z 117.10 83.82%

12.20 12.40 12.60 12.80

m/z 146.00 45_.83%

12.20 12.40 12.60 12.80

Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146.0
118.0
5000 131.0
91.0
270 39.0 51.0 65.0 77.0 105.0
o} S eSO PR MR N1 SO |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20764: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118.0 131.0
146.0
5000 105.0
91.0
39.0 51.0 g39 /70 ‘
Onlnnp.upnjphqb”wﬂh¢hﬁp”Jﬁ”wﬂn.”lhuhm.mmﬁ.“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

m/z 91.10 40.26%

12.20 12.40 12.60 12.80

8270-BM072318_.M Thu Aug 09 15:02:10 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.83 2.83 ng 55075 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 91
2 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 58
3 1H-Indene. 2.3-dihvdro-1.5.7-tri... 160 C12H16 054340-88-4 43
4 1H-Indene. 2.3-dihvdro-1.4.7-tri... 160 C12H16 054340-87-3 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 41
Abundance Scan 1622 (12.828 min): BM016272.D (-1619) (-) m/z 118.05 100.00%
118.1 145.0
160.1
5000
" 12.60 12.80 13.00 13.20
0 m/z 145.00 89.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29424: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000
12.60 12.80 13.00 13.20
115.0128.0 160.0 m/z 115.10 66.21%
0 51.0 64.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29423: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
12.60 12.80 13.00 13.20
5000 m/z 160.10 63.94%
150 390 63.0 77.0 91.0 115.012?‘.0 160.0
O |||‘| SN N ‘:‘n: . ‘u:‘: SNSRI NS FOSSENNY || SN | S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29418: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-
145.0 12.60 12.80 13.00 13.20
m/z 117.10 54 .86%
5000
128.0 160.0
ol 140 20 | SO eso 770 910 0L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20

8270-BM072318_.M Thu Aug 09 15:02:10 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknownl1l4.85 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.85 3.94 ng 87431 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2.5-dichlorophenvl)- 188 C8H6CI20 002476-37-1 38
2 Ethanone. 1-(2.4-dichlorophenvl)- 188 C8H6CI20 002234-16-4 38
3 Benzamide. 3.4-dichloro-N-I3-(4-... 346 C16H12CI2N40 346662-10-0 35
4 Ethanone. 2-chloro-1-(2.4-dichlo... 222 C8H5CI30 004252-78-2 35
5 Benzoyl chloride, 2,4-dichloro- 208 C7H3CI30 000089-75-8 35
Abundance Scan 1966 (14.851 min): BM016272.D (-1958) (-) m/z 173.00 100.00%
178.0
74.0
5000 450 1000 1449
" 14:60 14.80 15,00 15.20
0 S o B e m/z 74.00 77 .42%
m/z--> 50 100 150 200 250 300 350
Abundance #48309: Ethanone, 1-(2,5-dichlorophenyl)-
178.0
5000
43.0 145.0 14.60 14.80 15.00 15.20
m/z 175.00 70.40%
74.0 109.0
0! 15.0 h.
m/z--> 50 100 150 200 250 300 350
Abundance #48307: Ethanone, 1-(2,4-dichlorophenyl)-
178.0
43.0
14.60 14.80 15.00 15.20
5000 m/z 189.90 55.57%
74.0 145.0
109.0
S N
0 ‘.“.‘h‘.J‘Jlkn.‘.h‘.|.“...‘|..J.l|....|....|....|
m/z--> 50 100 150 200 250 300 350 ﬂ ﬂ
Abundance #139416: Benzamide, 3,4-dichloro-N-[3-(4-methyl-1,2,4-tria... Bames e
178.0 14.60 14.80 15.00 15.20
m/z 75.00 45_16%
5000 145.0
42.0
750 109.0
OIII‘IImI\llml lll“.‘...‘..Juuluuuu ——— ...3?‘6;0 e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BM072318_.M Thu Aug 09 15:02:11 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2(3H)-Benzothiazolone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.62 ng 89089 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 87
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 47
3 1.4-Benzenediol. 2-(1.1-dimethvl._.. 166 C10H1402 001948-33-0 27
4 1H-Indole. 5-chloro- 151 C8H6CIN 017422-32-1 27
5 2-Cyano-3-fluorophenylhydrazine 151 C7H6FN3 1000131-91-9 22
Abundance Scan 2241 (16.469 min): BM016272.D (-2239) (-) m/z 151.00 100.00%
96.0 151.0
123.1
5000 520 700
7o 16.20 16.40 16.60 16.80
o |2 w7z 96.00 88.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23618: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000
16.20 16.40 16.60 16.80
m/z 123.05 54 _.20%
28.0 45.0
0! et -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23621: 1,2-Benzisothiazol-3(2H)-one
151.0
16.20 16.40 16.60 16.80
5000 m/z 52.00 36.56%
96.0
50.0 69.0 123.0
0....|....‘l.‘.“..‘l‘..“.l‘l‘....|.l..|“....|..l.|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33017: 1,4-Benzenediol, 2-(1,1-dimethylethyl)-
123.0 1510 16.20 16.40 16.60 16.80
m/z 70.00 31.72%
5000
55.0 /7.0
1o, 2% T w0 i
ob— "I .‘.‘. ; i" wl\lml\ I\\lehl TR : ‘.“;“‘. N Ihl rly I' I\l - A AN ma
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60 16.80

8270-BM072318_.M Thu Aug 09 15:02:12 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Bensulide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.23 ng 54875 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bensulide 397 C14H24N04PS3 000741-58-2 53
2 Diphenvl ether 170 C12H100 000101-84-8 50
3 N-(2-Cvano-ethvD)-benzenesulfona... 210 C9H10N202S 002619-21-8 50
4 Benzenesulfonvl azide 183 C6H5N302S 000938-10-3 47
5 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 47
Abundance Scan 2382 (17.298 min): BM016272.D (-2378) (-) m/z 77.05 100.00%
71.0
141.0 170.0
5000
17.00 17.20 17.40 17.60
o} m/z 141.00 67 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #155669: Bensulide
71.0
170.0
5000 1410
17.00 17.20 17.40 17.60
510 m/z 170.00 64 .00%
30.0 106.0 124.0 209.0
OfﬁﬂTT*”#JA“T”'”|'““|“'“lb'“l"'ﬁ"“w"'w"'w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36126: Diphenyl ether
170.0
17.00 17.20 17.40 17.60
5000 30 770 Lo m/z 51.00 34.00%
G I T - A
e S L S UL L B B SRS B RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63280: N-(2-Cyano-ethyl)-benzenesulfonamide e
71.0 17.00 17.20 17.40 17.60
m/z 41.00 19.51%
5000 141.0
51.0 170.0
28.0
N I | A 97.0 118.0 . . 193.0210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.20 17.40 17.60

8270-BM072318_.M Thu Aug 09 15:02:12 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 14 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.97 24 .27 ng 596937 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. 3.5-bis(1.1-dimeth... 250 C15H2203 001421-49-4 95
2 4.5"-Bipvrimidine. 4" .6-bis(meth... 250 C10H10N4S2 059549-36-9 58
3 N-(4-Hvdroxvphenvl)-2-naphthvlamine 235 C16H13NO 000093-45-8 52
4 1.3-Benzenedicarboxvlic acid. 5-... 250 C14H1804 016308-65-9 50
5 2,4,6(1H,3H,5H)-Pyrimidinetrione... 250 C13H18N203 000726-79-4 50
Abundance Scan 2496 (17.969 min): BM016272.D (-2490) (-) m/z 235.10 100.00%

236.1
5000
41.0 115.0 2071 M U I U S
91.0 175.0 17.60 17.80 18.00 18.20
141.0 - : : :
obre el 0w b0 L L 21 507 05 24 15%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88416: Benzoic acid, 3,5-bis(1,1- dlmethylethyl) -4-hydroxy-
35.0
5000 AU AR

17.60 17.80 18.00 18.20
m/z 250.10 15.17%

57.0 207.0

91.0 115.0 175.0
L B R e = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87937: 4,5-Bipyrimidine, 4',6-bis(methylthio)-
235.0
17. 60 17. 80 18 00 18.20
5000 m/z 236.10 14 .95%
208.0
450 760 1070 1490 1760
o I Y A Aot S T N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79218: N-(4-Hydroxyphenyl)-2-naphthylamine R R
235.0 1760 1780 1800 1820
m/z 41.05 14.07%
5000
39.0 77.0 152.0 178.0 20‘4‘0‘
B B O B L B R R A R R R R R R AR RRERE RS L L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BM072318_.M Thu Aug 09 15:02:13 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 13.49 ng 331964 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2563 (18.363 min): BM016272.D (-2557) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.0
213.1 N —
91.0 157.1 185.1 3512562 00 o 18100 1820 18.40 18.60
o} . : m/z 41.10 93.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
430 , 73.0
5000 AU DR SRR
129.0 18100 1820 18.40 1860
185.0 m/z 55.05 80.02%
97.0 228.0
o 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 73.0
18,00 18.20 1840 1860
5000 256.0 m/z 73.00 77.07%
213.0
157.0 185.0
0 |||||‘l||‘i‘l‘n”|” Iﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid BB B e
73.0 18.00 18.20 18.40 18.60
m/z 60.00 74 _.40%
43.0
5000
1290 171.0
: 214.0
98.0
o 189”|“|”‘ w.w“‘au”ﬁ.han.h...”k..”..”,”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

8270-BM072318_.M Thu Aug 09 15:02:14 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 16 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.57 28.94 ng 711967 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
2 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 50
3 1H-Pvrazole-4-carbonitrile. 3-(4... 263 C12H10CIN3S 068364-67-0 50
4 2-TrifluoromethvlbenzolhTauinoli... 263 C14H8F3NO 001700-94-3 43
5 4,6-Dinitro-1,1,3,3,5-pentamethy... 278 C14H18N204 000116-66-5 40
Abundance Scan 2598 (18.569 min): BM016272.D (-2594) (-) m/z 263.20 100.00%
263.2
5000 571
146.9
91.0 1150 1851 2192 18.20 18.40 18.60 18.80
0 m/z 57.10 38.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105177: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
268.0
5000 AU AUV UV
1820 18.40 18.60 18.80
57.0 1470 m/z 41.05 25.34%
R | 010 1150 | = 1850 290 .
mzs 4o 60 80 100 130 140 180 150 30 230 240 280 250
Abundance #105191: Trimethyl(2,6 ditert.-butylphenoxy)silane
268.0
18.20 18.40 18.60 18.80
5000 m/z 278.20 19.69%
73.0 ‘
0'“|“'“'“Mw'“|“'w'”'w'“ A SRR SRS ”'W'”'J“”H”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96001: 1H-Pyrazole-4-carbonitrile, 3-(4-chlorophenyl)-1-m... R L e AR N
268.0 18.20 18.40 18.60 18.80
m/z 146.95 18.68%
5000
L B0 750 1110 1380 10119 %0 1
IV S e S M I R It 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 17 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 4_.36 ng 122580 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Undecanoic acid 186 C11H2202 000112-37-8 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50
Abundance Scan 2777 (19.621 min): BM016272.D (-2772) (-) m/z 43.05 100.00%
5000 qwuﬂwﬂwwuvﬁwnj\WWWM«~wvx~n~A\
284.2 R BN B SR U
| 3550 19.40 19.60 19.80 20.00
0! e m/z 41.05 82.73%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43.0 730
5000 R BN BRI SO I
129.0 284.0 19.40 19.60 19.80 20.00
m/z 73.00 70.42%
1041.0 185.0 241.0
0! JIII L |15.7ol | 121|30| | | i
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance #46616: Undecanoic acid
60.0
"' 10/40 19.60 19.80 20.00
5000{ 290 m/z 60.00 67 .29%
870 129.0
\ Ly P51018&0
0! I‘ '..“.‘il‘..“..l‘...‘. ——— ——
m/z--> 50 100 150 200 250 300 350
Abundance #37189: n-Decanoic acid
60.0 19.40 19.60 19.80 20.00
m/z 55.00 61.05%
5000
0.0 129.0
M | 87.0 172.0
Ouuu‘ﬁ‘l“'. .Mull‘.muuu‘ ..‘.. ——— N — R R e
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 18 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 7.24 ng 203586 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 90
2 l17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
5 Cyclooctacosane 392 C28H56 000297-24-5 87
Abundance Scan 3062 (21.298 min): BM016272.D (-3059) (-) m/z 43.10 100.00%
43.1
83.1
5000

21.00 21.20 21.40 21.60

1 168.0 221.0
m/z 57.10  79.55%

281.1 324.9
oL

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #135652: Cyclotetracosane

83.0

N
W
o

5000 LA L L L L L L L L LB
21.00 21.20 21.40 21.60
25.0 m/z 55.10 78.80%
o J | 1 | , 167.0 210.0250.0 293.0 336.0
L T B e e e e L A B o e o e |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
R EREREREEEE
21.00 21.20 21.40 21.60
5000 83.0 m/z 41.10 69.80%
25.0
0 ‘ ” ]I |, 167.0 210.0 267.0307.0 490.0 J\,“‘ALAA
LA L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100813: 1-Octadecanol R R R
43.0 83.0 21.00 21.20 21.40 21.60
m/z 69.10 60.42%
5000
25.0
‘ l l 168.0 224.0
oL b4 3 e M
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016272.D

Aca On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample : J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 19 7,11-Dimethyldodeca-2,6,10-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.79 4.10 ng 115325 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 53
2 Saualene 410 C30H50 007683-64-9 53
3 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 53
4 1.5-Heptadiene. 3.3.5-trimethvl- 138 C10H18 074630-29-8 53
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 50
Abundance Scan 3316 (22.792 min): BM016272.D (-3312) (-) 69.10 100.00%
69.1
5000
| l 1330, P10 oo s dol0 | 2240 2260 7250 2960 2320
Ob b o i 1929 29012840 32503571 R0 m/z 81.05 40.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
5000 SARILA SUAIS UL UL B

22. 40 22. 60 22. 80 23. OO 23. 20
m/z 41.10 28.77%

137.0

o.":?n:oll,d.l “‘,’5.0...,.n.%9.3,°....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene

69.0
22. 40 22. 60 22. 80 23. OO 23. 20
5000 m/z 207.00 13.09%
137.0
o Cl Jm 07, 1910 2310 2730 3410 410.0
e R i B s o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #16355: 1,6-Octadiene, 3,5-dimethyl-, trans- A B R e
69.0 22.40 22.60 22.80 23.00 23.20

m/z 67.10 13.00%

- MMMW

279 | 1230

Ol b 28 N

m/z--> 50 100 150 200 250 300 350 400 22. 40 22. 60 22. 80 23. OO 23. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO80818\
Data File : BM016272.D

Acq On : 09 Aug 2018 06:27

Operator : SJ/JU

Sample - J4328-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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]
2-Pentanone, 4-hy... 5.19 3.8 ng 60102 1 8.13 317043 20.0
unknown7 .66 7.66 66.0 ng 1046280 1 8.13 317043 20.0
Benzene, 1l-methyl... 9.22 2.1 ng 33932 1 8.13 317043 20.0
unknown10.12 10.12 2.2 ng 42033 2 10.95 389445 20.0
Benzene, l-methyl... 10.33 3.0 ng 57678 2 10.95 389445 20.0
Naphthalene, 1,2,... 11.40 2.1 ng 41039 2 10.95 389445 20.0
Naphthalene, 1,2,... 11.51 2.5 ng 49241 2 10.95 389445 20.0
Naphthalene, 1,2,... 12.47 4.2 ng 81574 2 10.95 389445 20.0
1H-Indene, 2,3-di... 12.83 2.8 ng 55075 2 10.95 389445 20.0
unknownl14 .85 14.85 3.9 ng 87431 3 14.76 443297 20.0
2(3H)-Benzothiazo... 16.47 3.6 ng 89089 4 17.50 492008 20.0
Bensulide 17.30 2.2 ng 54875 4 17.50 492008 20.0
Benzoic acid, 3,5... 17.97 24 .3 ng 596937 4 17.50 492008 20.0
Tetradecanoic acid 18.36 13.5 ng 331964 4 17.50 492008 20.0
3,5-di-tert-Butyl... 18.57 28.9 ng 711967 4 17.50 492008 20.0
Octadecanoic acid 19.62 4.4 ng 122580 5 21.63 562135 20.0
Cyclotetracosane 21.30 7.2 ng 203586 5 21.63 562135 20.0
7,11-Dimethyldode... 22.79 4.1 ng 115325 5 21.63 562135 20.0
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