LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 4.664 229 234 244 rVB3 35831 81374 2.67% 0.464%
2 5.187 318 323 332 rBV 47041 73214 2.40% 0.418%
3 5.664 399 404 420 rBV 407649 659538 21.62% 3.761%
4 7.310 678 684 693 rBV 222629 385939 12.65% 2.201%
5 7.663 737 744 760 rBV 905650 1423803 46.67% 8.119%
6 8.134 818 824 831 rBV 176657 293356 9.62% 1.673%
7 8.452 871 878 891 rBV 913776 1471281 48.23% 8.390%
8 8.893 948 953 958 rBV2 20423 33250 1.09% 0.190%
9 9.322 1018 1026 1042 rBV 627507 1108127 36.33% 6.319%
10 9.546 1060 1064 1075 rVB9 10573 30966 1.02% 0.177%
11 9.651 1075 1082 1087 rBV 112241 178472 5.85% 1.018%
12 9.769 1095 1102 1110 rBvV2 34458 58862 1.93% 0.336%
13 10.340 1193 1199 1210 rVB6 21169 47994 1.57% 0.274%
14 10.681 1249 1257 1261 rBVvV4 16461 35122 1.15% 0.200%
15 10.793 1271 1276 1282 rBvV3 27317 44560 1.46% 0.254%
16 10.946 1297 1302 1312 rVB 200524 342202 11.22% 1.951%
17 11.104 1323 1329 1337 rVB3 17159 34127 1.12% 0.195%
18 11.328 1362 1367 1372 rBV5 13642 33799 1.11% 0.193%
19 11.393 1374 1378 1385 rvB7 17847 36347 1.19% 0.207%
20 11.510 1393 1398 1403 rBV2 26759 45617 1.50% 0.260%
21 11.681 1420 1427 1433 rBV 59400 113131 3.71% 0.645%
22 12.016 1478 1484 1492 rVB9 20216 48732 1.60% 0.278%
23 12.157 1504 1508 1515 rVB6 24615 45730 1.50% 0.261%
24 12.287 1525 1530 1535 rVB3 31284 54627 1.79% 0.312%
25 12.575 1575 1579 1587 rBvV4 30052 56256 1.84% 0.321%
26 12.728 1597 1605 1616 rVB6 38003 109525 3.59% 0.625%
27 12.834 1617 1623 1627 rBVS8 31051 62656 2.05% 0.357%
28 12.981 1643 1648 1655 rBV5 32248 64553 2.12% 0.368%
29 13.292 1695 1701 1710 rVB5 30657 75298 2.47% 0.429%
30 13.387 1710 1717 1725 rBV 1605201 2211424 72.49% 12.611%
31 13.575 1744 1749 1752 rBV5 18502 33721 1.11% 0.192%
32 13.887 1796 1802 1807 rBV7 17308 36495 1.20% 0.208%
33 13.963 1811 1815 1818 rBV5 33784 47997 1.57% 0.274%
34 14.004 1818 1822 1827 rVB3 43605 70707 2.32% 0.403%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 14.057 1827 1831 1835 rBV 41564 62491 2.05% 0.356%
36 14.392 1885 1888 1892 rVB3 22912 30995 1.02% 0.177%
37 14.563 1913 1917 1920 rBvV4 30914 53176 1.74% 0.303%
38 14.698 1936 1940 1945 rBV5 30861 50872 1.67% 0.290%
39 14.769 1946 1952 1957 rBV2 269744 445273 14.60% 2.539%
40 14.957 1981 1984 1989 rBV2 39936 58380 1.91% 0.333%
41 15.045 1994 1999 2003 rBV6 33530 62770 2.06% 0.358%
42 15.245 2028 2033 2037 rBV3 30224 59005 1.93% 0.336%
43 15.404 2057 2060 2066 rVB6 29235 53150 1.74% 0.303%
44 15.522 2073 2080 2085 rBV9 28933 76052 2.49% 0.434%
45 15.563 2085 2087 2093 rVB4 23485 37108 1.22% 0.212%
46 15.722 2108 2114 2116 rBV5 18842 36287 1.19% 0.207%
47 15.804 2124 2128 2134 rBV5 47252 77699 2.55% 0.443%
48 15.863 2135 2138 2144 rVB5 29608 43613 1.43% 0.249%
49 16.028 2162 2166 2171 rBV6 25522 42051 1.38% 0.240%
50 16.128 2180 2183 2191 rVBS8 24973 61844 2.03% 0.353%

51 16.257 2199 2205 2217 rBV 1296318 1864561 61.12% 10.633%
52 16.486 2241 2244 2251 rBV2 51131 104320 3.42% 0.595%

53 16.886 2309 2312 2315 rBV5 21739 35059 1.15% 0.200%
54 16.980 2325 2328 2333 rBV6 22857 37347 1.22% 0.213%
55 17.504 2412 2417 2422 rBV2 298147 430213 14.10% 2.453%
56 18.357 2559 2562 2567 rBV2 73461 90225 2.96% 0.515%
57 18.574 2595 2599 2605 rBV 47311 70671 2.32% 0.403%
58 19.616 2773 2776 2783 rVB5 47061 69169 2.27% 0.394%

59 20.080 2850 2855 2861 rBV 2568669 3050565 100.00% 17.396%
60 21.633 3115 3119 3125 rVB 416701 509825 16.71% 2.907%
61 23.968 3511 3516 3527 rVB 291107 574215 18.82% 3.275%

Sum of corrected areas: 17535738
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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: BM016283.D
2500000

2000000
1500000

1000000 7.66 8.45

9.32

500000 5.66
7.31 8.13 10.95
- 9
466 519 | A 8.89 02877 103410091 M3} 68
|

e L £ 2 o S o S b S

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM016283.D

2500000

20,08

2000000

13.39

1500000 16.26

1000000

500000 17.50

1225292 F1ZEB9813 7 Jil‘i-“g 16898 ‘l 183857 1962 | L,__-

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016283.D

2500000

2000000

1500000

1000000

21.63
23.97
500000

T

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 : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknown4.66 Concentration Rank 6

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

4._.66 5.55 ng 81374 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dimethvlamino-2-nitroethvlene 116 C4H8N202 001190-92-7 25
2 Carbonic acid. dimethvl ester 90 C3H603 000616-38-6 25
3 3-Buten-1-ol 72 C4H80 000627-27-0 22
4 Ethane. 1.2-dimethoxy- 90 C4H1002 000110-71-4 16
5 Urea, butyl- 116 C5H12N20 000592-31-4 9

Abundance Scan 233 (4.658 min): BM016283.D (-229) (-) m/z 42.10 100.00%
43.1
5000
116.1 ....“...“...,”..,A.
‘ 571 720 101.0 4.40 4.60 4.80 5.00
S 1 Y M S m/z 45.10 84.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7759: 1-Dimethylamino-2-nitroethylene
42.0
5000 U I R I U
55.0 4.40 4.60 4.80 5.00
150 30.0 ‘ 69.0 670 116.0 m/z 41.10 48 .55%
A e e S0 e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2230: Carbonic acid, dimethyl ester
13.0 45.0
31.0 59.0 440 460 4.80 5.00
5000 m/z 43.00 40.45%
...,.a.a,...:i.‘...,.l:.,....l‘l...,?.s'.q,...?oﬁl?...,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #638: 3-Buten-1-ol
42.0 4.40 4.60 4.80 5.00
310 m/z 39.00 31.06%
5000
) 72.0
"W}EQP'”I”'W”'P?K?'”'P'”I”'W'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.19 4.99 ng 73214 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 50
2 Propvlamine 59 C3HON 000107-10-8 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 Butane. 1-(l-methvlethoxv)- 116 C7H160 001860-27-1 32
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28

Abundance Scan 323 (5.187 min): BM016283.D (-318) (-) m/z 43.05 100.00%
43.0
5000 591
101.0
¥ | 831 | 480 500 5.20 5.40 5.60
L L e e e R m/z 59.10 49_41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 5.20 5.40 5.60
0
150 a0 1010 m/z 101.00 19.23%
el . 83.0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #238: Propylamine
3d.0
480 500 520 5.40 5.60
5000 m/z 58.10 15.11%
59.0
17.0 440 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 \
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester s R
43.0 480 500 5.20 5.40 5.60
m/z 39.00 12.73%
57.0
5000
20.0 101.0
e Il 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 2
R.T. EstConc Area Relative to ISTD R.T.
7.66 97.07 ng 1423800 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
Abundance Scan 743 (7.657 min): BM016283.D (-737) (-) m/z 132.00 100.00%

132.0
5000 68.1

40.1

54.0 | 7.0 86997D1 50 7.40 7.60 7.80 8.00
bl bl 889 | IR0 W m/z 68.10  44.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- ]\
132.0
5000 AARE RS LA LRSS A
69.0 7.40 7.60 7.80 8.00
57.0 m/z 66.00 43.08%

3.0 || ‘ 80.0 103.0 ‘”
|||v9| P =T N |
m/z--> 30 5 80 90 100 110 120 130 140
Abundance #13679. 5 FIu0r0—2—chI0r0pyrimidine
132.0

7.40 7.60 7.80 8.00

5000 m/z 134.00 32.50%
33.0 44.0 00 105.0
LA B e B i REmmme e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R L e ma  Ea

132.0 7.40 7.60 7.80 8.00
m/z 69.10 25.61%

69.0
104.0
5000
31.0 51.0
‘ ([ H l 7b 0 !

m/z--> 30 40 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\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 3

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

9.65 10.43 ng 178472 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 021368-68-3 72
2 4-Pentenal. 2-methvlene- 96 C6H80 017854-46-5 58
3 Cvclopropane. 1.2-dimethvl-3-met... 82 C6H10 005070-00-8 47
4 Cvclopropane. 1.2-dimethvl-3-met... 82 C6H10 062338-02-7 46
5 3,5-Octadiene, 2,7-dimethyl-, (Z... 138 C10H18 028980-73-6 43

Abundance Scan 1082 (9.651 min): BM016283.D (-1075) (-) m/z 41.05 100.00%
41.0
69.1 108.1
95.1
5000 55.0 81.0 137.1 152.0

9.40 9.60 9.80 10.00
m/z 39.00 76.31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #24227: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (.+/-.)
41.0 95.0
81.0
5000 550 690 Wll|llll|lllllllllll
27.0 ’ 108.0 9.40 9.60 9.80 10.00
‘ 152.0 m/z 108.10  74.08%
T Y =22
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2757: 4-Pentenal, 2-methylene-
41.0
67.0 e e
95.0 9.40 9.60 9.80 10.00
5000 m/z 69.10 71.97%
27.0 53.0
ol L2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1250: Cyclopropane, 1,2-dimethyl-3-methylene-, trans-
67.0 9.40 9.60 9.80 10.00
m/z 109.10 70.94%
5000 41.0
27.0 53.0
‘ 82.0
T SN I PR A W—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 980 10 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 12

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

9.77 3.44 ng 58862 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 50
2 Dicvclopropvl carbinol 112 C7H120 014300-33-5 23
3 4-Methvloctanoic acid 158 C9H1802 054947-74-9 17
4 2-Heptenal. (2)- 112 C7H120 057266-86-1 16
5 Tetrahydrofuran, 2-(1-methylethy... 142 C9H180 1000292-98-8 10

Abundance Scan 1102 (9.769 min): BM016283.D (-1095) (-) m/z 57.10 100.00%
57.1
41.0
5000 83.1
103.0 1499 139.0 9.40 9.60 9.80 10.00
; m/z 41.05 69.03%
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
5000 o
830 gm %ogmlﬁol
7 103.0 m/z 83.10 46.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6330: Dicyclopropy! carbinol
430 83.0
27.0 550 69.0 9.40 9.60 9.80 10.00
5000 : m/z 39.00 39.00%
140 | ‘H“ ‘\\ _ 950 1110
m/z--> 15 ﬁo 35 40 50 60 70 80 90 100 110 150 130 1&0 1%0 1éo
Abundance #28748: 4-Methyloctanoic acid B B e o
410 570 9.40 9.60 9.80 10.00
| 73.0 m/z 55.05 31.93%
5000 27.0
101.0
"W”“P“'P”W”“I“”P”W'“W“Ze'“v“ﬂ”'ﬂfﬁge”v”ﬂ'“W“”
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

8270-BM072318_.M Fri Aug 10 14:26:49 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 1,3-Dimethyl-1-cyclohexene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.68 6.61 ng 113131 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 50
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 47
3 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 46
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 46
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 46
Abundance Scan 1427 (11.681 min): BM016283.D (-1420) (-) m/z 95.10 100.00%
94.1
41.1
5000
55.0  69.0
110.1
|| | |‘ 8L.0 11.40 11.60 11.80 12.00
..,....,....,....,.'... SR RO 1 R PPRNSOORN | FENOY] | m/z 41.10 53.67%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #5833: 1,3- Dlmethyl 1-cyclohexene
95.0
5000 LI IR UL UL UL
67.0 11.40 11,60 11.80 12.00
410 550 82.0 1100 m/z 55.05 35.23%
27.0 ' |
"|“"w'Jw"“h'“'FM"w"M"md'“'”*!'w"ﬁ“'“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5830: 5,5-Dimethyl-1,3-hexadiene
95.0
11,40 11,60 11.80 12.00
5000 20 410 ey 1P m/z 69.05 33.71%
' 110.0
77.0
”I}?ql”"l”"P"W"” URIRELE SRR I IV WL B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5671: Furan, 2-ethyl-5-methyl- A AEmEE R
95.0 11.40 11.60 11.80 12.00
m/z 39.00 26.50%
5000
110.0
3L.0 430 539 670 810
m/z--> 10 20 §o 46 50 60 70 8 90 100 1io 120 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 : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl12.02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.85 ng 48732 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dimethvl-4-trifluoroacetoxvc... 224 C10H15F302 330154-34-2 38
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 14
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 11
4 2-Pentene. 3-methvl-. (BE)- 84 C6H12 000616-12-6 11
5 2-Pentene, 4-methyl-, (2)- 84 CG6H12 000691-38-3 10
Abundance Scan 1485 (12.022 min): BM016283.D (-1478) (-) m/z 55.10 100.00%
548.1
41.0 95.0
810 113.0
5000
127.0
‘ “ ‘ " 11)80 12.00 12.20 12.40
R B e m/z 95.00 76.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #71848: 1,2-Dimethyl-4-trifluoroacetoxycyclohexane
41.0 64.0 95.0
55.0 k
110.0
5000 LRI SR SRR SO SR
11.80 12.00 12.20 12.40
890 m/z 41.05 75.82%
ol ,| 125.0139.0 153.0 167.0
m/z--> 20 40 60 85 160 150 150 1éo
Abundance #5846: 2,4-Hexadiene, 2,5-dimethyl-
95.0
100 1180 1200 12,20 1740
5000 410 67.0 m/z 113.00 69.31%
27.0
81.0
...‘.lu‘l‘..‘”. ﬁ.H.Ol....|....|....|....|....|....
m/z--> 20 0 60 80 100 120 140 160
Abundance #1466: Pentane, 3-methylene-
41.0 69.0 11.80 12.00 12.20 12.40
55.0 m/z 81.00 63.10%
5000 21.0 84.0
..1.4'.0|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 11.80 12.00 12.20 12.40

8270-BM072318_.M Fri Aug 10 14:26:50 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl2.29 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.29 3.19 ng 54627 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. 2-ethvlcvclohe... 248 C10H17Br02 1000282-66-9 38
2 3-Heptvne. 5-methvl- 110 C8H14 061228-09-9 27
3 Benzeneacetonitrile. 4-fluoro- 135 C8HG6FN 000459-22-3 22
4 3.5-Octadiene. (Z.2)- 110 C8H14 007348-80-3 18
5 1,2-Dimethyl-4-trifluoroacetoxyc... 224 C10H15F302 330154-34-2 16
Abundance Scan 1531 (12.293 min): BM016283.D (-1525) (-) m/z 81.05 100.00%
81.0 135.0
41.0 110.1
5000 55.1

150.0 12.00 12.20 12.40 12.60
; m/z 135.00 84 .42%

GT 0 95.0
W T O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #86686: Bromoacetic acid, 2-ethylcyclohexyl ester

81.0 110.0

5000 L A L S S
410 67.0 12.00 12.20 12.40 12.60

95.0 m/z 110.10 61.81%
|

123.0
Ll 140.0 155.0 169.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5778: 3-Heptyne, 5-methyl-
81.0

12.00 12.20 12.40 12.60
95.0 110.0 m/z 41.00 58.88%

5000 410

m/z--> 20 40 60 80 100 120 140 160 lEIEO
Abundance #14946: Benzeneacetonitrile, 4-fluoro-  EAmEEEEE
135.0 12.00 12.20 12.40 12.60

m/z 107.00 43.67%

108.0
5000

57.0
75.0
“. ;‘ I‘H' " .“‘ \‘\8“9"0 ‘

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

26.Q 3%.0

T
12.00 12.20 12.40 12.60

8270-BM072318_.M Fri Aug 10 14:26:51 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl2.57 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.57 3.29 ng 56256 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 47
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 47
3 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 46
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 43
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 43

Abundance Scan 1578 (12.569 min): BM016283.D (-1575) (-) m/z 95.10 100.00%
41.0 95.1
L eea 111.1
5000 811 '
| ‘|| | h || || | ne 12.20 12.40 12.60 12.80
SNBSS DS 0O 1) NSO RASES S MM | M m/z 41.05 91.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5713: trans,trans-3,5-Heptadien-2-one
95.0
67.0
2000 41.0 110.0 1220 12.40 12.60 12.80
m/z 55.10 62.20%
15|0 27.0 ||| 51.0. || | 83.0 | 1N
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5673: Furan, 2-ethyl-5-methyl-
95.0
110.0 LU SRR BN S I
12.20 12.40 12.60 12.80
5000 43.0 m/z 69.10 60.33%
67.0
200 || %% | s10 I
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5884: Bicyclo[3.1.0]hexane, 1,5-dimethyl- R B o e
95.0 12.20 12.40 12.60 12.80
m/z 111.10 52.79%
67.0
5000
55.0
410 ‘ 82.0 110.0
‘ il ! \‘ 1]
m/z--> 10 20 30 4'0 ' 60 70 80 9'0 100 110 12.20 12.40 12.60 12.80

8270-BM072318_.M Fri Aug 10 14:26:52 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl2.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.73 6.40 ng 109525 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 38
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 35
3 1.2-Dimethvl-4-trifluoroacetoxvc... 224 C10H15F302 330154-34-2 35
4 Cvclooctvl bromide 190 C8H15Br 001556-09-8 32
5 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 32
Abundance Scan 1605 (12.728 min): BM016283.D (-1597) (-) m/z 111.10 100.00%
69.0 9501111
41.0
5000
12.40 12.60 12.80 13.00
o e e m/z 95.00 83.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71114: 1,1'-Bicyclooctyl
69.0 111.0
5000 LB BN UL IR IS
1240 12.60 12.80 13.00
41.0 m/z 69.05 82.46%
.|| 95,'0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11223: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
12.40 12.60 12.80 13.00
5000 41.0 m/z 41.05 72.03%
.JF%?.‘J..‘UM. [T Itlgfﬁq AL }??'9. e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71848: 1,2-Dimethyl-4-trifluoroacetoxycyclohexane A o e
41.0 69.0  95.0 12.40 12.60 12.80 13.00
m/z 55.00 56.31%
5000
111.0
m/z--> 20 80 100 120 140 160 180 200 1240 12.60 12.80 13.00

8270-BM072318_.M Fri Aug 10 14:26:52 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 4-Methyl-1,4-heptadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.83 3.66 ng 62656 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-1.4-heptadiene 110 C8H14 013857-55-1 50
2 3-Cvclopropenoic acid.l-butvl. m... 154 C9H1402 067500-40-7 47
3 3-Hexvne 82 C6H10 000928-49-4 43
4 2-Cvclopenten-1-one. 5-hvdroxv-2... 126 C7H1002 058649-31-3 43
5 3-Hexen-1-ol, (E)- 100 C6H120 000928-97-2 38
Abundance Scan 1622 (12.828 min): BM016283.D (-1617) (-) m/z 111.10 100.00%

o 950 1111
410 == 131.0
5000 68.1 145.0
81.0
|‘ | 160.0 12.60 12.80 13.00 13.20

SS— 1 m/z 95.00 81.39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #5799: 4-Methyl-1,4-heptadiene
41.0
5000 LINLENLILI LI L L L L L LI
12 60 12. 80 13. 00 13. 20
27.0 m/z 55.05 73.75%
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26456: 3-Cyclopropenoic acid,1-butyl, methyl ester
39.0
530 95'0 111.0 IIIIIIIIIIIIIIIIIIIIIII
‘ 12.60 12.80 13.00 13.20
5000 m/z 41.05 71.48%
67 0 9.0
LUl gl 12801300 1540
”P”qu”p”q”upn.””P”q””.”q”upuqu”.”wuupnq”u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1159: 3-Hexyne a  BEamEEE S
41.0 67.0 82.0 12.60 12.80 13.00 13.20
m/z 39.05 70.97%
5000
53.0
27.0
15.0 ‘ ‘
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 Fri Aug 10 14:26:53 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 1,3-Hexadiene, 3-ethyl-2-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.98 2.90 ng 64553 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Hexadiene. 3-ethvl-2-methvl-_.. 124 C9H16 074752-97-9 50
2 3.5-Octadien-2-one. (E.E)- 124 C8H120 030086-02-3 43
3 1.3-Heptadiene. 5.5-dimethvl- 124 C9H16 024618-86-8 38
4 2-Undecvne 152 C11H20 060212-29-5 38
5 2-Nonyne 124 C9H16 019447-29-1 38
Abundance Scan 1648 (12.981 min): BM016283.D (-1643) (-) m/z 95.10 100.00%
94.1
41.1
5000
551 69.1 81.1 109.0 124.1
‘NI | ||” h || I 12.60 12.80 13.00 13.20
S 1| [ | W11 '“ B 1 || E— m/z 41.10 52.07%
m/z--> 20 30 40 50 60 70 100 110 120 130
Abundance #10384: 1,3-Hexadiene, 3 ethyI 2 methyl-, (2)-
67.0 93.0
124.0
5000 41.0 55.0 e
81.0 109.0 1260 12.80 13.00 13.20
29.0 m/z 55.10 38.47%
|||||||||||||||||||||”||||I:||i|||||||!'||| lull!u||||I|i||||||||||||
m/z--> 20 30 40 50 60 70 9 100 110 120 130
Abundance #10184: 3,5—Octad|en 2-one, (E,E)-
43.0 93.0
610 12,60 12.80 13.00 13.20
5000 ' m/z 69.10 35.04%
27.0 53.0
109.0 124.0
I 65\0 |
il \ [l | |
R N % 80 9 160 110 130 1%
Abundance #10351. 1,3 Heptadlene, 5,5-dimethyl- A BE o
95.0 12.60 12.80 13.00 13.20
670 m/z 53.00 34 .04%
so00] 270 4.0 550
79.0 109.0 124.0
JAMAsAnds ot ot s e NS A PnaR00 ss Aeab o R —
m/z--> 20 30 40 70 80 90 100 110 120 130 12.60 12.80 13.00 13.20

8270-BM072318_.M Fri Aug 10 14:26:54 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl3.29 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.29 3.38 ng 75298 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5-dimethvilcvclo... 226 C14H2602 1000279-28-3 35
2 2-Norbornane carbonvl chloride 158 C8H11CIO 035202-90-5 35
3 Cvclohexane. 1-methvl-4-(2-hvdro... 142 C9H180 004916-87-4 27
4 Thiophene. 2-ethenvl- 110 C6H6S 001918-82-7 27
5 Benzenethiol 110 C6H6S 000108-98-5 27
Abundance Scan 1701 (13.292 min): BM016283.D (-1695) (-) m/z 95.00 100.00%
95.0
41.0 01
81.0 110.0
5000
133.0 e
|| | 13.00 13.20 13.40 13.60
L m/z 55.10 79.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #73794: Hexanoic acid, 3,5-dimethylcyclohexy! ester
95.0
110.0
41.0 550 69.0
5000 L B BRI BRI B
13.00 1320 13.40 1360
27.0 ‘ m/z 41.05  73.78%
I ." I| A, | 127.0 170.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #28576: 2-Norbornane carbonyl chloride
670 5 SRR SRR BN B
39.0 13.00 13.20 13.40 13.60
5000 80.0 m/z 39.00 64.51%
5.0 53.0 123.0
—. Jﬂljylﬁwkrwhljhllhmlll ,,J,,,,|,,;§qq,,,
m/z--> 20 40 60 80 100 120 140 160
Abundance #19256: Cyclohexane, 1-methyl-4-(2-hydroxyethyl)- T T T
95.0 13.00 13.20 13.40 1360
550 m/z 81.00 58.69%
81.0
5000 410
H 109.0 124.0
b W T w0
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60

8270-BM072318_.M Fri Aug 10 14:26:55 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 Pentaleno[l,2-bJoxirene, oc... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.00 3.18 ng 70707 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalenoll.2-bloxirene. octahvd... 124 C8H120 055449-71-3 72
2 Bicvclol3.3.11non-3-ene-2.6-dione 150 C9H1002 155137-46-5 25
3 4(1H)-Pvridinethione. 1-methvl- 125 C6H7NS 006887-59-8 22
4 Allvlidenecvclohexane 122 C9H14 005664-10-8 15
5 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 14
Abundance Scan 1821 (13.998 min): BM016283.D (-1818) (-) m/z 95.05 100.00%
95.0
41.0 81.0
67.0
5000 55.0 122.1
109.1

J| | |||| | “ h ‘" ||”| L
11 18 P 11 ] ....,..'..,....,....,....,...., m/z 41.00 73.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10258: Pentaleno[1,2-bjoxirene, octahydro-, (1a.alpha.,1b...
953.0

|H 137.0 R e e

5000 R R
67.0 79.0 13. 60 13. 80 14. OO 14.20 14.40

“ ‘ 106.0 124.0 m/z 81.00 72.16%
[

410 559

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

Abundance #23406: Bicyclo[3.3.1]non-3-ene-2,6-dione
95.0
B e M B
13.60 13.80 14.00 14.20 14.40
39.0 m/z 67.00 63.09%
5000 77.0 1220
55.0 66.0
‘ 107.0 150.0
rrreperellieeepbp il bl S0 a0 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10481: 4(1H)-Pyridinethione, 1-methyl- A e o
81.0 125.0 13.60 13.80 14.00 14.20 14.40
m/z 39.00 57.67%
5000 420
‘ 69.0
57.0 ‘ 110.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13. 60 13. 80 14. OO 14. 20 14.40

8270-BM072318_.M Fri Aug 10 14:26:55 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl5.52 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.52 3.42 ng 76052 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenediol. 2-chloro- 144 C6H5CI02 006201-65-6 16
2 3H-Indazol-3-one. 1.2-dihvdro- 134 C7H6N20 007364-25-2 15
3 Furan. 2-T(methvlthio)methvl1- 128 C6H80S 001438-91-1 11
4 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 11
5 2(10)-Pinen-3-one, (-+/-.)- 150 C10H140 030460-92-5 10

Abundance Scan 2080 (15.522 min): BM016283.D (-2073) (-) m/z 104.00 100.00%

.0

5000

144.0
163.1 190.0

15.20 15.40 15.60 15.80
m/z 41.05  65.00%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19748: 1,3-Benzenediol, 2-chloro-
51.0
29.0
5000 ||||||||||||||||||||
15.20 15.40 15.60 15.80
79.0 1150 1440 m/z 129.00 64.10%
98.0
.U.ﬁ...ﬂwh..,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14664: 3H-Indazol-3-one, 1,2-dihydro-
105.0 134.0
77.0
15.20 15.40 15.60 15.80
5000 51.0 m/z 81.05 59.04%
29. 0 ‘
Tl W »»M» Mo b
m/z--> 20 40 100 120 140 160 180
Abundance #11771. Furan, 2-[(methylthio)methyl]- e A REEEEEasS
81.0 15.20 15.40 15.60 15.80
m/z 51.00 58.28%
53.0
5000 128.0
210 Ll |, 9701130 |
..”,....,..”,....,..”,....,.”.,....,.”.,.... R e R
m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl15.80 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.80 3.49 ng 77699 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22 066660-41-1 46
2 trans.trans-3-Ethvlbicvclol4.4.0... 166 C12H22 058462-32-1 43
3 trans. cis-2-Ethvlbicvclol4.4.01... 166 C12H22 066660-39-7 43
4 2-(1-HvdroxvcvclohexvD)-furan 166 C10H1402 036169-67-2 38
5 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 38

Abundance Scan 2127 (15.798 min): BM016283.D (-2124) (-) m/z 136.10 100.00%

41.0 136.1

5000

15.40 15.60 15.80 16.00 16.20
m/z 41.05  88.54%

m/z--> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190
Abundance #33336: cis,trans-3-Ethylbicyclo[4.4.0]decane
137.0

81.0
95.0

5000 166.0 L e

15.40 15.60 15.80 16.00 16.20
m/z 81.05 73.90%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #33343: trans, trans-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
95.0 R N B e B o
15.40 15.60 15.80 16.00 16.20
5000 670 166.0 m/z 137.05 69.08%
540 1090
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #33339: trans, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0 15.40 15.60 15.80 16.00 16.20
95.0 ' 166.0 m/z 39.00 53.17%
67.0
5000
109.0
o Y
I I L1 | H
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 15. 40 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 : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 2(3H)-Benzothiazolone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.49 4.85 ng 104320 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 81
2 Thienol3.2-clpvridin-4(5H)-one 151 C7H5NOS 027685-92-3 49
3 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 30
4 Benzene. Fluoro- 96 C6H5F 000462-06-6 25
5 1,2,4-Triazolo[4,3-a]pyridine-3(... 151 C6H5N3S 006952-68-7 18
Abundance Scan 2245 (16.492 min): BM016283.D (-2241) (-) m/z 151.00 100.00%
96.0 151.0
5000
51.0 175.0191.0 16.20 16.40 16.60 16.80
m/z 96.00 84 .69%
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
5o 690 m/z 122 .95 71.48%
I:||-2|-9|2|8!'(|)|.||| .I.."! . Illllllll T 'I'I'l b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23623: Thieno[3,2-c]pyridin-4(5H)-one
151.0
9.0  124.0 16:20 16.40 16.60 16.80
5000 45.0 m/z 69.00 37 .56%
28.0
62.0
| 1780 ]
S S Ll -“.“--‘-‘-“. ‘.“,....,“.“...,..‘l‘.,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23622: Thieno[2,3-b]pyridine-N-oxide  EAmEEmEEE RS
151.0 16.20 16.40 16.60 16.80
m/z 70.00 18.64%
5000
96.0
45.0 700 122.0
....luuuulu“.“l .‘l“l‘.”.l‘”l‘..‘.“.‘lu‘...|“...“.luuu‘.lu...|....|...
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 : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 unknownl18.36 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.36 4.19 ng 90225 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 49
2 Tridecanoic acid 214 C13H2602 000638-53-9 46
3 n-Decanoic acid 172 C10H2002 000334-48-5 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 45
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 2563 (18.363 min): BM016283.D (-2559) (-) m/z 41.10 100.00%
I i Wj\ﬂ"/\“\m
5000 129.1
97.0 2131 256.2 RAARSUAARSA AR RARRE
' 157.0 1852 ' 18100 1820 18.40 1860
m/z 73.00 83.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 1290 LA L L L L L B
18.00 18.20 18.40 18.60
m/z 43.05 81.40%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0 18,00 18.20 1840 1860
5000 129.0 m/z 60.00 67 .65%
171.0
e A
||||‘l||‘|‘|‘||Hl“‘|‘l‘|‘ HH m‘ \H ol 1‘\|4|9|C|P|||| |‘||| I”‘I S RRamEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid
60.0 18.00 18.20 18.40 18.60
m/z 55.10 59.87%
5000 29.0 129.0
o WM e | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016283.D

Aca On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample : J4369-01

Misc :

ALS Vial : 11 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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.57 3.29 ng 70671 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvpheny... 278 C17H2603 020170-32-5 81
2 4.6-Dinitro-1.1.3.3.5-pentamethv... 278 C14H18N204 000116-66-5 64
3 Benzoic acid. 3.5-bis(l.1-dimeth... 278 C17H2603 001620-64-0 62
4 Isoaquinoline. 5.6.7.8-tetrametho... 263 C14H17NO4 093474-27-2 55
5 Trimethyl (2,6 ditert.-butylpheno... 278 C17H300Si 010416-73-6 50
Abundance Scan 2598 (18.569 min): BM016283.D (-2595) (-) m/z 263.10 100.00%
268.1
5000
57.0

147.0 219.1 LI LA L
185.0 18.20 18.40 18.60 18.80

m/z 57.05 35.20%

770 105.1 1970

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
268.0
5000 LA L L L L LB L
18.20 18.40 18.60 18.80
m/z 278.10 25.41%
570 147.0 219.0
349, | 770 1100 % 185.0
R e B R s B o e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104972: 4,6-Dinitro-1,1,3,3,5-pentamethylindane
263.0
R L L e R o
18.20 18.40 18.60 18.80
5000 m/z 41.00 21.57%
43.0
77 0 11‘5 0 i 141.0 171.0 201. 0221 0 ‘
l i gl il |
e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105178: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydrox... L B o
263.0 18.20 18.40 18.60 18.80
m/z 147.00 17.88%
50001 41.0
91.0 233.0
115.0
175 0
M \\‘ ‘\ “ ‘\ ‘\M \\}410 2050 ! H |

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080918\
Data File : BM016283.D

Acq On : 09 Aug 2018 16:04

Operator : SJ/JU

Sample - J4369-01

Misc :

ALS Vial : 11 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]
unknown4 .66 4.66 5.5 ng 81374 1 8.13 293356 20.0
2-Pentanone, 4-hy... 5.19 5.0 ng 73214 1 8.13 293356 20.0
unknown? .66 7.66 97.1 ng 1423800 1 8.13 293356 20.0
Bicyclo[2.2.1]hep... 9.65 10.4 ng 178472 2 10.95 342202 20.0
Hexanoic acid, 3,... 9.77 3.4 ng 58862 2 10.95 342202 20.0
1,3-Dimethyl-1-cy... 11.68 6.6 ng 113131 2 10.95 342202 20.0
unknownl12 .02 12.02 2.9 ng 48732 2 10.95 342202 20.0
unknownl12 .29 12.29 3.2 ng 54627 2 10.95 342202 20.0
unknownl12 .57 12.57 3.3 ng 56256 2 10.95 342202 20.0
unknownl12.73 12.73 6.4 ng 109525 2 10.95 342202 20.0
4-Methyl-1,4-hept... 12.83 3.7 ng 62656 2 10.95 342202 20.0
1,3-Hexadiene, 3-... 12.98 2.9 ng 64553 3 14.77 445273 20.0
unknownl13.29 13.29 3.4 ng 75298 3 14.77 445273 20.0
Pentaleno[1,2-bJo... 14.00 3.2 ng 70707 3 14.77 445273 20.0
unknownl15.52 15.52 3.4 ng 76052 3 14.77 445273 20.0
unknown15.80 15.80 3.5 ng 77699 3 14.77 445273 20.0
2(3H)-Benzothiazo... 16.49 4.8 ng 104320 4 17.50 430213 20.0
unknownl18.36 18.36 4.2 ng 90225 4 17.50 430213 20.0
3,5-di-tert-Butyl... 18.57 3.3 ng 70671 4 17.50 430213 20.0
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