LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 5.187 318 323 333 rBV 51492 77238 2.45% 0.406%
2 5.663 395 404 418 rBV 471323 745114 23.63% 3.915%
3 6.181 486 492 499 rVB 57228 88652 2.81% 0.466%
4 7.304 678 683 695 rBV 256314 434707 13.79% 2.284%
5 7.663 737 744 755 rBVY 1011210 1600625 50.76% 8.410%
6 8.128 818 823 836 rBV 183370 315564 10.01% 1.658%
7 8.451 871 878 893 rVB 970761 1599272 50.72% 8.403%
8 9.322 1019 1026 1042 rBV 694837 1198801 38.02% 6.299%
9 9.757 1094 1100 1105 rBV3 34815 58715 1.86% 0.309%
10 10.292 1184 1191 1194 rBvV3 20606 36906 1.17% 0.194%
11 10.334 1194 1198 1206 rVB3 40499 71520 2.27% 0.376%
12 10.945 1296 1302 1307 rBvV 207879 352177 11.17% 1.850%
13 10.998 1307 1311 1316 rVB 49566 79008 2.51% 0.415%
14 11.510 1393 1398 1411 rVB6 30076 74215 2.35% 0.390%
15 11.669 1420 1425 1431 rVB2 32302 58073 1.84% 0.305%
16 11.792 1441 1446 1447 rBV4 20836 32803 1.04% 0.172%
17 12.010 1477 1483 1490 rVvVB9 12801 40571 1.29% 0.213%
18 12.475 1558 1562 1567 rBvV7 17181 34942 1.11% 0.184%
19 12.722 1600 1604 1615 rVB6 25735 58691 1.86% 0.308%
20 12.827 1616 1622 1627 rVV5 33288 69763 2.21% 0.367%
21 12.886 1627 1632 1643 rVB5 25960 67846 2.15% 0.356%
22 12.992 1643 1650 1655 rVB9 24857 59907 1.90% 0.315%
23 13.098 1664 1668 1675 rVB7 14782 35781 1.13% 0.188%
24 13.216 1678 1688 1698 rBV 417065 747585 23.71% 3.928%
25 13.292 1698 1701 1710 rVB6 39166 77009 2.44% 0.405%
26 13.386 1710 1717 1725 rVB 1674580 2399322 76.09% 12.607%
27 13.574 1744 1749 1752 rBV7 22545 40543 1.29% 0.213%
28 14.004 1818 1822 1827 rBV5 41222 62942 2.00% 0.331%
29 14.051 1827 1830 1834 rBV2 28908 37149 1.18% 0.195%
30 14.598 1919 1923 1931 rVBS8 29232 58205 1.85% 0.306%
31 14.769 1946 1952 1963 rBV3 290937 484097 15.35% 2.544%
32 14.863 1963 1968 1972 rBV5 41823 75370 2.39% 0.396%
33 14.957 1981 1984 1989 rVB2 23746 32484 1.03% 0.171%
34 15.245 2029 2033 2036 rBv4 28283 45015 1.43% 0.237%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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

35 15.533 2075 2082 2085 rBV7 33585 77935 2.47% 0.409%
36 15.745 2115 2118 2123 rVB 70555 96117 3.05% 0.505%
37 15.798 2123 2127 2134 rVV4 53565 81566 2.59% 0.429%

38 16.257 2199 2205 2217 rBV 1403889 2067920 65.58% 10.865%
39 16.486 2240 2244 2255 rBV3 61812 162770 5.16% 0.855%
40 17.068 2340 2343 2347 rBV5 21774 34590 1.10% 0.182%

41 17.504 2412 2417 2423 rBVY 307626 444403 14.09% 2.335%
42 18.357 2558 2562 2568 rBV2 90603 119907 3.80% 0.630%
43 18.574 2595 2599 2608 rBVY 266884 376205 11.93% 1.977%
44 19.615 2772 2776 2782 rBV3 55989 81323 2.58% 0.427%
45 20.086 2850 2856 2861 rBV 2727679 3153068 100.00% 16.567%

46 21.303 3060 3063 3068 rVB6 39382 49327 1.56% 0.259%
47 21.633 3114 3119 3125 rVB 410450 513089 16.27% 2.696%
48 23.968 3511 3516 3525 rVB2 258776 523567 16.61% 2.751%

Sum of corrected areas: 19032399
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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

Abundance TIC: BM016278.D
2500000
2000000
1500000
1000000 7,66 8.45
9.32
500000 5.66
7.30 8.13 10.95
o 5.19 6/.\18 {\ \ 9.76 1A %OO 11516779
A o T i e e e e e e L R

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM016278.D
20,09

13.39
16.26

13.27
14.77 17.50 18.57
01 12472723946.79357 W05 14.60480652455865080 (1649 1707 18.36 19.62

0
Time--> 12.

00 1250 13.00 13.50 14.00 1450 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

2500000

2000000

1500000

1000000

500000

0

TIC: BM016278.D

21.63
23.97

21.30 A

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\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 8

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

5.19 4.90 ng 77238 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 Butane. 1-(l-methvlethoxv)- 116 C7H160 001860-27-1 46
3 Propvlamine 59 C3HSN 000107-10-8 42
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 38

Abundance Scan 324 (5.193 min): BM016278.D (-318) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 ENARAE SRR RARRE RN L
480 5.00 520 5.40 5.60
e el e e e | M/ 59.10  53.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LS RS RS
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 19.14%
A e mepe
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8161: Butane, 1-(1-methylethoxy)-
43.0
56.0 S RN RN L L
310 480 5.00 520 5.40 5.60
5000 m/z 39.00 13.59%
73.0 101.0
15.0 “ Ll 83.0 ‘ 116.0
mz-> 10 20 30 4' & & o % % 100 1o 1k
Abundance #236: Propylamine
30.0 480 5.00 520 5.40 5.60
m/z 58.10 12.96%
5000
150 ‘ 41.0 59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 1-Methylcyclohexanol Concentration Rank 6

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

6.18 5.62 ng 88652 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlcvclohexanol 114 C7H140 000590-67-0 91
2 2.4-Dimethvl-1-penten-3-ol 114 C7H140 019781-54-5 58
3 Oxirane. butvl- 100 C6H120 001436-34-6 50
4 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 47
5 2(3H)-Furanone, dihydro-3-hydrox... 130 C6H1003 052126-90-6 47

Abundance Scan 492 (6.181 min): BM016278.D (-486) (-) m/z 71.00 100.00%
71.0
43.0
5000
58.0
81.1 99.1 SRS SRR SRR SR
|| | 1141 580 6.00 6.20 6.40 6.60
S IS RSP | S R M e m/z 43.05 62.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7296: 1-Methylcyclohexanol
71.0
5000
43.0 5.80 6.00 6.20 6.40 6.60
%8.0 810 990 m/z 58.00  33.75%
150 210 ] | | 140
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7377: 2,4-Dimethyl-1-penten-3-ol
71.0
\'I”"P"W"”I'”'I”
43.0 5.80 6.00 6.20 6.40 6.60
5000 ' m/z 81.10 22 .65%
57.0
G GO TR E7Y:
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3722:Oxirane,butyl— LI L L B LB N B
71.0 5.80 6.00 6.20 6.40 6.60
41.0 m/z 39.00 22 .45%
5000 29.0 55.0
e L e wo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 3 unknown7.66 Concentration Rank 1

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

7.66 101.45 ng 1600630 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 743 (7.657 min): BM016278.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1 A
740 7.60 7.80 8.00
m/z 68.10 43.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL I UL I
7.40 7.60 7.80 8.00
310 510 m/z 66.10 42 .42%
"W'”'P“'l'ﬂuJ”I“'W'”!P”'P'”I“'W”'W'”'P'”I““I”
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
S AR RS LA A
7.40 7.60 7.80 8.00
5000 m/z 134.00 31.79%
15'0 2\7.\0‘ 42.? 1 ‘ ‘ 76\.0 91.0 “
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- R R e ma
132.0 7.40 7.60 7.80 8.00
m/z 69.10 23.96%
5000 67.0
44.0 L | 103.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknown9.76 Concentration Rank 14

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

9.76 3.33 ng 58715 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 32
2 2-Hexenal. (E)- 98 C6H100 006728-26-3 12
3 Dicvclopropvl carbinol 112 C7H120 014300-33-5 12
4 1.6:3.4-Dianhvdro-2-deoxy-.beta.... 128 C6H803 050767-53-8 10
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 10

Abundance Scan 1100 (9.757 min): BM016278.D (-1094) (-) m/z 57.10 100.00%
57.1
41.0
5000 83.1 119.0

9.40 9.60 9.80 10.00
m/z 41.00 65.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28805: Hexanoic acid, 3,5,5-trimethyl-
57.0
41.0
5000 LA LI L L B L L B B
830 9.40 9.60 9.80 10.00
0
27, 103.0 1250 m/z 119.00 47 .64%
: 143.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3113: 2-Hexenal, (E)-
41.0 580 g9
83.0 9.40 9.60 9.80 10.00
5000 m/z 39.10 42 .92%
27.0
‘ 98.0
...,....,..i.,...ll.‘...Ml.,...‘ll....,....,....,....,....,.... S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6330: Dicyclopropy! carbinol
41.0 83.0 9.40 9.60 9.80 10.00
55.0 ‘ m/z 83.10 42 .41%
27.0 '
69.0
5000
140 | ‘H“ il 950 1110
”q”upuquupu.u” T ...”.”u.u.unpu.u”p”qunpn. B R R e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.33 4_.06 ng 71520 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 87
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 83
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 83
4 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 81
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 81
Abundance Scan 1197 (10.328 min): BM016278.D (-1194) (- m/z 119.00 100.00%
119.0
5000 134.1
91.0
77.0
390 51 650 102.9 10.00 10.20 10.40 10.60
m/z 134.10 38.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14434: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0
5000 134.0 \ USRS LA
10.00 10.20 10.40 10.60
91.0 m/z 91.00 27 .65%
27.0 41.0 53.0 65.0 71.0 1050
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14381: Benzene, 2-ethyl-1,4-dimethyl-
119.0
10.00 10.20 10.40 10.60
m/z 117.00 22 .60%
5000 1340 (
20 150 270 39.0 510 65.0 77‘-0 910 10‘?'0 |
: . | N ! m mA Ll Al
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14360: Benzene, 1,2,4,5-tetramethyl- e e
119.0 10.00 10.20 10.40 10.60
m/z 77.00 20.84%
134.0
5000

27.0 3%? 51.0 65.0 7?0 9L0 1050 N I
l 1

m/z--> 0O 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\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 wunknownll.51 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.51 4.21 ng 74215 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-methoxv-1-methv... 148 C7H1603 055956-21-3 25
2 3-Hexanol. 1.5-dimethoxv-2.4-dim... 190 C10H2203 013897-22-8 23
3 6-Hepten-1-ol. 2-methvl- 128 C8H160 1000132-12-0 14
4 Hvdrazine. 2-butvl-1.1-dimethvl- 116 C6H16N2 054007-23-7 10
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 10
Abundance Scan 1398 (11.510 min): BM016278.D (-1393) (-) m/z 59.00 100.00%
4.0
41.0
95.0 131.0
5000
10.1 146.1 R A Y EL: S ¥, R
7. 11.20 11.40 11.60 11.80
B e B m/z 41.05 78.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22090: 1-Propanol, 2-(2-methoxy-1-methylethoxy)-
54.0
45.0
5000 L BRI B B SULRE
103.0 1120 11.40 11.60 11.80 |
- 117.0 m/z 45.00 61.58%
140 J I 7RO
m/z--> 20 40 éo 85 160 150 150 1éo 1éo
Abundance #48961: 3-Hexanol, 1,5-dimethoxy-2,4-dimethyl-
59.0
45.0 11.20 11.40 11.60 11.80
5000 ' m/z 131.00 55.84%
g0 1030
: 117.0
[ILy H M‘ ‘\ [ L [ ‘ 135.0 158'0172'0 188.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12159: 6-Hepten-1-ol, 2-methyl-
95.0 11.20 11.40 11.60 11.80
m/z 95.05 53.84%
41.0
5000 69.0
T
..|....|‘...“M‘|.l‘a.‘l‘”.‘..‘ll..‘.‘.l.l..l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 1,3-Hexadiene, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.67 3.30 ng 58073 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Hexadiene. 2.5-dimethvl- 110 C8H14 029253-64-3 53
2 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 52
3 1l.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 49
4 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 47
5 4-Methyl-1,3-heptadiene (c,t) 110 C8H14 017603-57-5 47
Abundance Scan 1425 (11.669 min): BM016278.D (-1420) (-) m/z 95.05 100.00%
94.0
41.1
5000 55.0
69.0 110.0
| | | 81.0 11.40 11.60 11.80 12.00
SRMBEEBESEBSESSSINERIDS T8 SR SSYSEER 14 PPSHBN Y BUMIENRS S PMIBIRY | HNS m/z 41.10 55.27%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5844: 1,3-Hexadiene, 2,5-dimethyl-
95.0
67.0
41.0
5000 L B UL SR UL
55.0 110.0 11,40 11.60 11.80 12.00
27.0 77.0 ' m/z 55.05 42 .69%
|||||||||||||=”||'I|"| "'I:!|| |||870||!|||||!|'|||||
m/z--> 20 30 40 50 70 80 90 100 110
Abundance #5878: Cyclobutene, 1,2,3,4-tetramethyl-
95.0
67.0 11,40 11.60 11.80 12.00
5000 55.0 m/z 69.05 38.65%
270 40 110.0
‘ 81.0
...luuk.‘luuuuik‘...“‘ .‘.l‘luuu‘.‘i‘....|‘.‘.l.|....|‘....|
m/z--> 20 30 40 50 70 80 90 100 110
Abundance #5843: 1,4- Hexadiene, 2,3—dimethy|— LA L L L L B BB
95.0 11.40 11.60 11.80 12.00
m/z 39.05 37.88%
41.0
67.0
5000
270 55.0 110.0
| |
,‘,H,,“,H,‘,H,, N
m/z--> 20 40 70 80 90 100 110 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknownl2.72 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.33 ng 58691 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxvlic acid. 3.5-... 238 C13H1802S 1000278-87-5 38
2 5-Amino-1.3-dimethvlpvrazole 111 C5HON3 003524-32-1 27
3 3-Propvlalutaric acid 174 C8H1404 004165-98-4 12
4 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 12
5 Cyclohexane, l1l-methyl-4-(2-hydro... 142 C9H180 004916-87-4 10
Abundance Scan 1604 (12.722 min): BM016278.D (-1600) (-) m/z 111.10 100.00%
111.1
69.1
39.1
5000 134.0
o1. 12.40 12.60 12.80 13.00
m/z 69.10 63.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80824: 2-Thiophenecarboxylic acid, 3,5-dimethylcyclohexyl...
111.0
5000 39.0 B DAL UL IR UL
69.0 1240 12.60 12,80 13.00
' 129.0 m/z 55.10 61.27%
oo b 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5940: 5-Amino-1,3-dimethylpyrazole
111.0
12.40 12.60 12.80 13.00
5000 42.0 m/z 95.00 59.62%
15.0
‘ ‘ 68.0
ST R | Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38970: 3-Propylglutaric acid B R I
410 69.0 12.40 12.60 12.80 13.00
97.0 m/z 39.10 55.12%
5000
115.0
15.0
III‘III\“II\‘\I\H\ \MH‘\ \Hk |‘|‘i ’1379157(:):::||||||||||||||| — T T R REER
m/z--> 20 40 100 120 140 160 180 200 220 240 12,40 12.60 12.80 13.00

8270-BM072318_.M Fri Aug 10 14:25:14 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknownl12.83 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.83 3.96 ng 69763 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 49
2 Bicvclol4.4.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 49
3 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 022250-74-4 46
4 1H-Tetrazole. 5-phenvl- 146 C7H6N4 018039-42-4 41
5 Ethyl-2-benzofuran 146 C10H100 003131-63-3 38

Abundance Scan 1622 (12.827 min): BM016278 D (-1616) (-) m/z 141.00 100.00%

.0 144.0

5000
160.0

12.60 12.80 13.00 13.20
SRR B - m/z 142_.10 94.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
5000 LA L L L L L LB
1150 12.60 12.80 13.00 13.20
630 m/z 115.00 91.67%
27,0 390 510 750 890 1000 | 1270
e e et et e et e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18507: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
115.0 141.0
12.60 12.80 13.00 13.20
5000 m/z 131.10 88.27%
woSU)“O
27.0 ‘ ‘ 75.0
,..:.,...l,....,....,‘l:‘..p.l‘w. ..l‘.‘,...1.?:2.(.).,.‘.l.,.l.z.?,(.)...,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8708: Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl-
118.0 12.60 12.80 13.00 13.20
m/z 118.00 78.14%
5000 91.0
39.0
103.0
27.0 ‘ ‘ 63.0 77.0 ‘ ‘ M\
SN A Y|P P O
m/z--> 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 Fri Aug 10 14:25:15 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknownl3.22 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.22 30.89 ng 747585 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-butoxv- 160 C8H1603 055724-73-7 40
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 38
3 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 37
4 2-Pentanol. 4.4-dimethvl- 116 C7H160 006144-93-0 37
5 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H2004 000124-17-4 37
Abundance Scan 1689 (13 222 min): BM016278.D (-1678) (-) m/z 57.05 100.00%

51.0
5000 41

g7.1 1030 '~ 13.00 13.20 13.40 13.60
71.0 120,0132.9 166.0

m/z 45.05 65.58%

L

13.00 13.20 13.40 13.60
m/z 41.05 51.72%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8599: Ethylene glycol monoisobutyl ether
57.0

13.00 13 20 13. 40 13.60

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
#29723: Butanoic acid, 4-butoxy-
51.0 87.0

Abundance

5000

5000 m/z 56.10 19.34%
41 75.0
270
140 || ] ‘ | 100.0
At B R aa B e RARAd saaaasans oy S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8548: Ethanol, 2-butoxy- PR T T TR
57.0 13.00 13.20 13.40 13.60
m/z 43.05 17.63%
5000
41,
87.0
14.0 H ‘ I 79 100.0 1180
R R ARaaa Ba S R L It
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60

8270-BM072318_.M Fri Aug 10 14:25:16 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknownl3.29 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.29 3.18 ng 77009 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 27
2 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 25
3 3.5-Octadien-2-one 124 C8H120 038284-27-4 25
4 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 25
5 Cyclohexane, (1-methylethylidene)- 124 C9H16 005749-72-4 25

Abundance Scan 1701 (13.292 min): BM016278.D (-1698) (-) m/z 95.10 100.00%

1

5000

HE

13.00 13.20 13.40 13.60
m/z 81.05 78.30%

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 ’ ’
Abundance #5842: 1-Ethyl-5-methylcyclopentene
81.0
95.0
5000 lllllllllllllllllll
67.0 13.00 13.20 13.40 13.60
53 0 1100 m/z 41.10 57.02%
140 || |
”PHWHHPHWHHPHWHHP”qL”phquupuquupuqnupnqnnpn
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #10210: Ethanone, 1-(1-cyclohexen-1-yl)-
43.0 81.0
T T T T
109.0 13.00 13.20 13.40 13.60
5000 124.0 m/z 96.00 54.70%
140 H \‘ ‘ 65\\\0 \ 950 |
”P”qunpnqnnpuqnupuq“”p“quupuquupuqnupnqunpn
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #10153: 3,5-Octadien-2-one
95.0 13.00 13.20 13.40 13.60
m/z 39.00 53.91%
43.0 81.0
5000
124.0
109.0
H ‘ 67.0
”“”w””“”u””ﬂ”wu”“”q””“”q””“”q””“”w””“”w””“” i e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 13. OO 13 20 13. 40 13 60

8270-BM072318_.M Fri Aug 10 14:25:16 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 Ethanone, 1-(2,4-dichloroph... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .86 3.11 ng 75370 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2.4-dichlorophenvl)- 188 C8H6CI120 002234-16-4 58
2 Ethanone. 2-chloro-1-(2.4-dichlo... 222 C8H5CI30 004252-78-2 53
3 Benzamide. 2.4-dichloro-N-(2.5-d... 378 C13H6CI14N203 1000263-62-1 53
4 Ethanone. 1-(2.5-dichlorophenvl)- 188 C8H6CI20 002476-37-1 50

5 Benzoic acid, 2,4-dichloro-, 4-f_.. 284 C13H7CI2F02 283171-60-8 50

Abundance Scan 1968 (14.863 min): BM016278.D (-1963) (-) m/z 172.90 100.00%
9

L

14.60 14.80 15.00 15.20
S — m/z 174.90 78.11%

5000

m/z--> 0 50 100 150 200 250 300 350
Abundance #48307: Ethanone, 1-(2,4-dichlorophenyl)-
178.0
43.0
5000
- 14.60 14.80 15.00 15.20
m/z 73.95 49 _.21%
m/z--> 0 50 100 150 200 250 300 350
Abundance #71275: Ethanone, 2-chloro-1-(2,4-dichlorophenyl)-
178.0
14.60 14.80 15.00 15.20
5000 m/z 189.90 46 .47%
74.0 109.0
20 10 [T1mp | 2220
e A e e e BB A B o e
m/z--> 0 50 100 150 200 250 300 350
Abundance #150716: Benzamide, 2,4-dichloro-N-(2,5-dichloro-4-nitroph... R ,”‘. T
173.0 14.60 14.80 15.00 15.20
m/z 75.00 41 .66%
5000
750 109.0
46,0 ;l LLoh 138D || 2070  262.0 297.0 343.0 380.0

m/z--> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BM072318_.M Fri Aug 10 14:25:17 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknownl15.53 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1553  3.22ng 77935  Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pyridine. 1-oxide 95 C5HSNO 000694-59-7 38

2 Pvrazole. 4-amino-1-phenvl-

3 1.5-Hexadivne

159 C9HON3
78 C6H6

4 2-0Oxabicvclol2.2.01lhex-5-en-3-one 96 C5H402
5 Butanoic acid, 4-[4-methylimidaz... 196 C10H16N202

001128-53-6 23
000628-16-0 18
022980-23-0 14
1000116-74-5 10

Abundance Scan 2081 (15.527 min): BM016278.D (-2075) (-) m/z 104.00 100.00%
104.0
77.0
5000
41.1
130.0 149.1
61 196.0 15.20 15.40 15.60 15.80
m/z 77.00 53.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2618: Pyridine, 1-oxide
39.0 gE.O
5000 TT [T T T T [T T I T[T T T T [TTTT]
79.0 15.20 15.40 15.60 15.80
63 m/z 81.05 45 _41%
18.0 Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29194: Pyrazole, 4-amino-1-phenyl-
104.0
159.0 T T
77.0 15.20 15.40 15.60 15.80
5000 52,0 m/z 95.10 38.13%
131.0
...w....,.iw,...m.... B mn e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1008: 1,5-Hexadiyne R a R mamEE L
39.0 71.0 15.20 15.40 15.60 15.80
m/z 109.05 35.86%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 15. 20 15. 40 15 60 15.80

8270-BM072318_.M Fri Aug 10 14:25:18 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 Phenol, p-tert-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.97 ng 96117 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 78
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 72
3 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 72
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 72
5 Benzeneacetonitrile, 4-fluoro- 135 C8H6FN 000459-22-3 64
Abundance Scan 2117 (15.739 min): BM016278.D (-2115) (-) m/z 135.00 100.00%
136.0 “
5000
1.1 107.0 I EEEE S R e
57.0 91.0 1540 15.60 15.80 16.00
el o TR TR0 19012070 1 07107 00 21.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22637: Phenol, p-tert-butyl-
136.0
5000 B RN SR S
107.0 1540 15.60 15.80 16.00
410 010 m/z 41.10 17.94%
}$i? T 'U' T ?3 ?'JI "Ll'l' i '!I }?hlpl' U B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50307: 4-tert-Butylphenyl acetate
1356.0
15.40 15.60 15.80 16.00
5000 m/z 136.00 10.48%
150 0 650 91010 | 15L1.o 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
135.0 15.40 15.60 15.80 16.00
m/z 57.05 8.92%
5000 107.0
41.0 77.0 ‘ 16?-0
\‘ 1 1 | | n I | I
m/z--> 20 40 60 80 100 120 140 160 180 200 1540 15.60 15.80 16.00

8270-BM072318_.M Fri Aug 10 14:25:18 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 unknownl1l5.80 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.80 3.37 ng 81566 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.alpha.. 4a.beta.. 8a.alpha.-De... 154 C10H180 005779-35-1 47
2 Decahvdro .beta.-naphthol 1 154 C10H180 1000285-14-4 43
3 Adamantane-1l-carboxvlic acid N"-._.. 280 C15H24N203 1000294-38-3 38
4 Adamantane 136 C10H16 000281-23-2 27
5 Cyclohexene, 3-methyl-6-(1-methy... 136 C10H16 005113-87-1 27
Abundance Scan 2127 (15. 798 mm): BM016278.D (-2123) (-) m/z 136.10 100.00%
6.1
5000
107.1
166.0 1961 15.40 15.60 15.80 16.00 16.20
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25712: 2.alpha., 4a.beta.dg 8a.alpha.-Decahydro-2-naphthaleno
136.0
95.0
5000 AL SR SR LA
1540 15.60 15.80 16.00 16.20
h ‘ m/z 137.05  71.28%
miz--> 40 60 80 '166' 120 140 160 180 200 220 240 260 280
Abundance #25511: Decahydro .beta.-naphthol 1
94.0 136.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 81.10 70.99%
31.0 N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106055: Adamantane-1-carboxylic acid N'-(4-hydroxy-butyry... T T
136.0 15.40 15.60 15.80 16.00 16.20
m/z 95.05 56.27%
5000 410 79.0 100.0
163.0
194.0
00 N R -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 2(3H)-Benzothiazolone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.49 7.33 ng 162770 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 80
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 52
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 35
4 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 35
5 Thieno[3,2-c]pyridin-4(56H)-one 151 C7H5NOS 027685-92-3 25
Abundance Scan 2245 (16.492 min): BM016278.D (-2240) (-) m/z 151.00 100.00%
96.0 151.0
5000
16.20 16.40 16.60 16.80
2000 "m/z 96.00 92.56%
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 123.00 65.99%
miz--> 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 69.00 32.31%
96.0
50.0 6%-0 1230 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #23579: 6-Methyl-7-0x0-4, 7-dihydro-triazolo(3,2-c)triazine AR EEREE L
151.0 16.20 16.40 16.60 16.80
123.0 m/z 69.95 22.26%
67.0
5000
42.0 83.0
R SRR I S UL DAL DAL SR AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.36 5.40 ng 119907 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Nonanoic acid 158 C9H1802 000112-05-0 58
Abundance Scan 2563 (18.362 min): BM016278.D (-2558) (-) m/z 41.10 100.00%
411
73.0
5000
129.1
97.1 1851 2131 NSRS SRR B
158.0 256.2 5g0 g 18.00 18.20 18.40 18.60
: m/z 43.05 90.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 R UL BIGRRR B B
mmmmmmmm
213.0 m/z 60.00 68.09%
l 0 157.0 185.0
m/z--> "lelﬁblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 m/z 55.05 67 .53%
1290 171.0
: 214.0
98.0
189”|“|”J m MM“ .u.m‘nk.h...”L..”..”,”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid R AR EEEEE T
73.0 18.00 18.20 18.40 18.60
43.0 m/z 73.05 62.77%
5000 129.0
15.0 T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.57 16.93 ng 376205 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 91
2 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 006900-92-1 90
3 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 021061-90-5 89
4 4.6-Dinitro-1.1.3.3.5-pentamethv... 278 C14H18N204 000116-66-5 50
5 1H-Pyrazole-4-carbonitrile, 3-(4... 263 C12H10CIN3S 068364-67-0 50
Abundance Scan 2598 (18.568 min): BM016278.D (-2595) (-) m/z 263.10 100.00%
268.1
5000 57.1
147.0
|| I 91| 11150 ] | ]1 1187.1 21?-1 | 18.20 18.40 18.60 18.80
A ..|..| |.|..I.||...||l||.|| i, I”'I"Il"""i"'l'l""l""II" m/z 57.10 40.71%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105176: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 AR AR AR
18.20 18.40 18.60 18.80
570 m/z 41.10 27 .72%
349 | 770 1100 1470 159 2190
o> 40 €0 80 100 130 140 140 150 200 2350 240 360 240
Abundance #96183: Lycopodan-5-one, 12-hydroxy-15-methyl-, (15R)-
190.0 263.0
1230 1520 18.20 18.40 18.60 18.80
5000 55.0 220.0 m/z 264.10  21.42%
96.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96189: Lycopodan-5-one, 12-hydroxy-15-methyl-, (12.alpha.... R e R
190.0 263.0 18.20 18.40 18.60 18.80
m/z 278.20 20.87%
152.0
5000 124.0 220.0
55.0 96.0 .

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016278.D

Aca On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample : J4356-02

Misc :

ALS Vial : 6 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 20 Octadecanoic acid, 2-(2-hyd... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.62 3.17 ng 81323 Chrysene-d12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Octadecanoic acid 284 C18H3602 000057-11-4 58
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2777 (19.621 min): BM016278.D (-2772) (-) m/z 43.05 100.00%
43.
73.0
5000
185.1 241.1 R,
| | 28?'3 19.40 19.60 19.80 20.00
Y A S m/z 41.10 75.17%
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0
5000 R N U SULRILN R
284.0 1940 19.60 19.80 20.00
o ‘ m/z 59.95  69.91%
O B B A NN Y LY
m/z--> 50 100 150 200 250 300 350
Abundance #75070: Tetradecanoic acid
43.0 73.0
19.40 19.60 19.80 20.00
m/ 73.05 67 .62Y%
5000 1290 z 0
‘ “ 1650 228.0
1.0 .
s fpsrg [
m/z--> 50 100 150 200 250 300 350
Abundance #56048: Dodecanoic acid N B B !
73.0 19.40 19.60 19.80 20.00
1290 m/z 57.10 63.07%
43.0 200.0
5000 157.0
101.0
....l'.‘.‘.‘”.“l!l..t.tl....l.... —— L
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080918\
Data File : BM016278.D

Acq On : 09 Aug 2018 13:00

Operator : SJ/JU

Sample - J4356-02

Misc :

ALS Vial : 6 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 4.9 ng 77238 1 8.13 315564 20.0
1-Methylcyclohexanol 6.18 5.6 ng 88652 1 8.13 315564 20.0
unknown? .66 7.66 101.5 ng 1600630 1 8.13 315564 20.0
unknown9.76 9.76 3.3 ng 58715 2 10.95 352177 20.0
1,3-Cyclopentadie... 10.33 4.1 ng 71520 2 10.95 352177 20.0
unknownl1l.51 11.51 4.2 ng 74215 2 10.95 352177 20.0
1,3-Hexadiene, 2,... 11.67 3.3 ng 58073 2 10.95 352177 20.0
unknownl2.72 12.72 3.3 ng 58691 2 10.95 352177 20.0
unknownl12 .83 12.83 4.0 ng 69763 2 10.95 352177 20.0
unknownl13.22 13.22 30.9 ng 747585 3 14.77 484097 20.0
unknownl13.29 13.29 3.2 ng 77009 3 14.77 484097 20.0
Ethanone, 1-(2,4-... 14.86 3.1 ng 75370 3 14.77 484097 20.0
unknownl15.53 15.53 3.2 ng 77935 3 14.77 484097 20.0
Phenol, p-tert-bu... 15.74 4.0 ng 96117 3 14.77 484097 20.0
unknown15.80 15.80 3.4 ng 81566 3 14.77 484097 20.0
2(3H)-Benzothiazo... 16.49 7.3 ng 162770 4 17.50 444403 20.0
n-Hexadecanoic acid 18.36 5.4 ng 119907 4 17.50 444403 20.0
3,5-di-tert-Butyl... 18.57 16.9 ng 376205 4 17.50 444403 20.0
Octadecanoic acid... 19.62 3.2 ng 81323 5 21.63 513089 20.0
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