LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\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 4.675 228 236 248 rVB2 166994 303138 13.43% 1.688%
2 5.187 319 323 334 rVB 48292 77045 3.41% 0.429%
3 5.663 399 404 417 rBV 418874 677597 30.02% 3.774%
4 7.310 678 684 695 rBV 238650 408978 18.12% 2.278%
5 7.663 737 744 755 rBV 905982 1421457 62.97% 7.917%
6 8.134 818 824 831 rBV 193172 322117 14.27% 1.794%
7 8.451 870 878 892 rVB 918791 1481360 65.63% 8.251%
8 9.228 1005 1010 1019 rVB3 21050 35040 1.55% 0.195%
9 9.322 1019 1026 1047 rBV 633367 1106827 49.03% 6.165%
10 9.651 1075 1082 1091 rVB2 120764 192350 8.52% 1.071%
11 10.334 1193 1198 1205 rVB5 29555 57724 2.56% 0.322%
12 10.681 1249 1257 1261 rBvV6 18914 43334 1.92% 0.241%
13 10.798 1269 1277 1282 rBvV2 30951 51027 2.26% 0.284%
14 10.945 1297 1302 1309 rBvV 215971 372925 16.52% 2.077%
15 11.110 1322 1330 1338 rVB5 19695 38852 1.72% 0.216%
16 11.398 1375 1379 1388 rVvVB4 15469 30302 1.34% 0.169%
17 11.516 1392 1399 1406 rBvV3 29139 58922 2.61% 0.328%
18 11.681 1419 1427 1433 rBvV 66423 126779 5.62% 0.706%
19 12.010 1477 1483 1492 rVB6 22454 57400 2.54% 0.320%
20 12.157 1497 1508 1516 rBV3 35974 97849 4.33% 0.545%
21 12.286 1525 1530 1537 rVB4 42974 67686 3.00% 0.377%
22 12.386 1543 1547 1552 rBV5 21063 35594 1.58% 0.198%
23 12.498 1559 1566 1569 rBVS 17642 39535 1.75% 0.220%
24 12.580 1575 1580 1586 rBV4 31395 59972 2.66% 0.334%
25 12.727 1597 1605 1616 rVB7 45940 127919 5.67% 0.712%
26 12.828 1617 1622 1627 rBV6 29938 56084 2.48% 0.312%
27 12.898 1627 1634 1643 rVBS8 35985 104139 4.61% 0.580%
28 12.980 1643 1648 1655 rBvV4 35291 79403 3.52% 0.442%
29 13.045 1655 1659 1664 rBV7 18540 33226 1.47% 0.185%
30 13.169 1674 1680 1686 rBV7 16917 37494 1.66% 0.209%
31 13.292 1695 1701 1707 rVB6 36881 78740 3.49% 0.439%
32 13.386 1710 1717 1725 rBV 1491720 2161398 95.75% 12.039%
33 13.486 1725 1734 1737 rBV7 19654 46283 2.05% 0.258%
34 13.586 1745 1751 1752 rBvV4 20896 37017 1.64% 0.206%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.610 1753 1755 1760 rVB2 20421 30510 1.35% 0.170%
36 13.792 1783 1786 1790 rBvV4 20476 26733 1.18% 0.149%
37 13.892 1796 1803 1807 rBVS8 22332 43090 1.91% 0.240%
38 13.969 1812 1816 1819 rBvV4 36184 56290 2.49% 0.314%
39 14.010 1819 1823 1827 rVB3 51146 75908 3.36% 0.423%
40 14.057 1827 1831 1835 rBVY 47921 69816 3.09% 0.389%
41 14.110 1837 1840 1843 rBV5 19996 30563 1.35% 0.170%
42 14.198 1852 1855 1862 rVB5 25890 47742 2.12% 0.266%
43 14.392 1885 1888 1892 rVB6 28945 42950 1.90% 0.239%
44 14.569 1913 1918 1921 rBV6 23705 42351 1.88% 0.236%
45 14.610 1921 1925 1934 rVB5 36565 67041 2.97% 0.373%
46 14.698 1935 1940 1945 rBV7 34537 62784 2.78% 0.350%

47 14.769 1946 1952 1956 rBV2 304158 465242 20.61% 2.591%
48 14.810 1956 1959 1966 rVB3 73333 133259 5.90% 0.742%

49 14.904 1972 1975 1981 rVB7 19289 29346 1.30% 0.163%
50 14.963 1981 1985 1989 rBV 72212 97627 4_.33% 0.544%
51 15.045 1993 1999 2011 rVB10 60015 166108 7.36% 0.925%
52 15.151 2011 2017 2019 rBV5 28948 49815 2.21% 0.277%
53 15.245 2028 2033 2038 rBv4 38355 75592 3.35% 0.421%
54 15.404 2057 2060 2066 rVB6 32288 56534 2.50% 0.315%
55 15.569 2085 2088 2092 rVB4 22344 28303 1.25% 0.158%
56 15.704 2107 2111 2112 rBV 22307 29039 1.29% 0.162%
57 15.804 2124 2128 2135 rBV5 57756 96216 4._.26% 0.536%
58 15.863 2135 2138 2145 rVBS8 34559 51327 2.27% 0.286%
59 16.021 2161 2165 2172 rBV6 32016 62832 2.78% 0.350%
60 16.080 2172 2175 2179 rVV6 25385 41967 1.86% 0.234%
61 16.133 2180 2184 2190 rVVv8 34785 81231 3.60% 0.452%
62 16.198 2192 2195 2199 rVB3 28958 36840 1.63% 0.205%
63 16.257 2199 2205 2218 rBV 1194418 1798151 79.66% 10.015%
64 16.504 2244 2247 2250 rBvV4 18996 28059 1.24% 0.156%
65 16.557 2251 2256 2260 rVV6 17537 39410 1.75% 0.220%
66 16.786 2293 2295 2299 rVB 32284 32034 1.42% 0.178%
67 16.980 2326 2328 2339 rVBS8 27854 54026 2.39% 0.301%
68 17.368 2390 2394 2400 rVBS8 20706 38148 1.69% 0.212%
69 17.504 2412 2417 2422 rBV 333815 464726 20.59% 2.588%
70 18.357 2559 2562 2566 rBV3 44328 53856 2.39% 0.300%
71 18.574 2594 2599 2602 rBV5 24550 45004 1.99% 0.251%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 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
72 19.615 2772 2776 2787 rVB5 36779 63142 2.80% 0.352%

73 20.080 2850 2855 2861 rBV 1877495 2257223 100.00% 12.572%
74 21.633 3115 3119 3127 rVB 418206 518969 22.99% 2.891%
75 23.968 3510 3516 3524 rVB 275978 538388 23.85% 2.999%

Sum of corrected areas: 17953705
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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: BM016284.D
1500000
1000000 766 8.45
9.32
500000 5.66
4.68 7.31 8.13 0.65 10.95
. 5.19 A 9.8 | 1q@31m&£&111ﬂ4 68
B e L e e e o o B e e B B LA B o B o R A
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 10.50 11.00 11.50
Abundance TIC: BM016284.D
20{08
1500000 13.39
16.26
1000000
500000
19.62 Lw,vuw

by A A T B
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: BM016284.D

1500000

1000000

21.63
23.97

500000 jL

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\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 Hydrazinecarboxylic acid, m... Concentration Rank 3

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

4.68 18.82 ng 303138 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazinecarboxvlic acid. methvl... 90 C2H6N202 006294-89-9 59
2 1.3-Oxathiolane 90 C3H60S 002094-97-5 53
3 1-Cvano-N-fluoroformimidovl fluo... 90 C2F2N2 014011-05-3 49
4 Thiourea. methvl- 90 C2H6N2S 000598-52-7 43
5 3-Thietanol 90 C3H60S 010304-16-2 37

Abundance Scan 237 (4.681 min): BM016284.D (-228) (-) m/z 45.00 100.00%
430  6Q.0 90.0
5000
‘ | | e 440 4.60 480 500
e e e e e it . | M/z 60.00 93.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2195: Hydrazinecarboxylic acid, methyl ester
31.0
5000 15.0 L L L L U
RN 90.0 440 460 480 5.00
' m/z 90.00 86.72%
”'P'ml”'h!”'P'”I”'W'”'P'”I”"'”'P'”I”'W'”
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #2236: 1,3-Oxathiolane
9d.0
60.0 U UL A R R
440 460 4.80 5.00
m/z 59.00 80.14%
5000 45.0
29.0
Il Ly
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2184: 1-Cyano-N-fluoroformimidoy! fluoride (anti) A R
48.0 90.0 440 4.60 4.80 5.00
310 m/z 46.00 28.89%
5000
71.0
57.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 480 500

8270-BM072318_.M Fri Aug 10 14:27:09 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.19 4.78 ng 77045 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 58 C4H10 000106-97-8 27
3 Propvlamine 59 C3HON 000107-10-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 324 (5.193 min): BM016284.D (-319) (-) m/z 43.05 100.00%
43.0
5000 591
831 1o|1.1 480 500 520 5.40 5.60
S WTI PSS! SSS—. - ' SN N— m/z 59.10 48.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 500 5.20 540 5.60
m/z 101.10 17.64%
et 880 630T00
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #222: Butane
43.0
480 500 520 540 560
5000 29.0 m/z 58.00 12.93%
15\'0 | ‘ “ 58‘.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #236: Propylamine A L R R
30.0 480 500 520 5.40 5.60
m/z 39.00 10.77%
5000
15.0 ‘ 410 510 90
m/z--> 10 20 30 40 50 60 70 8 90 100 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 88.26 ng 1421460 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 10

Abundance Scan 743 (7.657 min): BM016284.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1 A
-5 : 740 7.60 7.80 8.00
m/z 68.10 43.83%
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 L I LN IR R
7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 66.10 41.32%
"WH'W“'W”'W““Nﬁqﬂ“'4“'hﬁqﬂ“'WHJWH'WH“|““l“
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
" The T 8k
5000 m/z 134.00 30.64%
150 210 420 || 760 a0 I
miz--> T % 3 4 2 6 70 8 9 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R A ma mu
132.0 740 7.60 7.80 8.00
69.0 m/z 69.10 24 .11%
104.0
5000
31.0 51.0 ‘ ‘
"W'”'P”'L'MIJ”JL'W'“lP“'P'”I“'W”'W'”'P'”I“” T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 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 : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 4

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

9.65 10.32 ng 192350 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 52
2 4-Pentenal. 2-methvlene- 96 C6H80 017854-46-5 52
3 Dihvdromvrcene 138 C10H18 002436-90-0 50
4 1-Pentvne 68 C5H8 000627-19-0 49
5 4-Methyl-2-pentyne 82 C6H10 021020-27-9 47

Abundance Scan 1082 (9.651 min): BM016284.D (-1075) (-) m/z 41.05 100.00%
41.0
69.1 108.1
95.1
5000
55.0 811 137.0 152.1
9.40 9.60 9.80 10.00
123.1
..,....,...:!.|| '-:..,..':!,...|.| !'...,L‘:!.,...-.,-....',.-...,....,....,.-...,. m/z 108.10 75.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24209: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
81.0 93.0
550 69.0
AN
5000 LR UL UL UL B
108.0 9.40 9.60 9.80 10.00
‘ ‘ 152.0 m/z 39.10 73.27%
'w"“|'”'|“"wL'w'JJI'“th"ﬁhhw'“'l“'}ﬁ%el}ﬁ?ﬁ"w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2757: 4-Pentenal, 2-methylene-
41.0
67.0
95.0 9.40 9.60 9.80 10.00
5000 m/z 69.10 70.06%
27.0 530
‘ ‘ 81.0
“V'JVHdM“”“m““Lw“”J““V*“V“'w“w'HWH'WH“l“”V
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16252: Dihydromyrcene
41.0 9.40 9.60 9.80 10.00
m/z 95.10 61.35%
5000 55.0 67.0
81.0
A m‘ Ll H‘\ %20 1000 1230 1380
m/z--> 20 30 45 55 éo 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 : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 Cyclohexene, 3,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.52 3.16 ng 58922 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 53
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 53
3 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 53
4 4.4-Dimethvl-2-cvclopenten-1-one 110 C7H100 022748-16-9 50
5 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 50
Abundance Scan 1400 (11.522 min): BM016284.D (-1392) (-) m/z 95.10 100.00%
94.1
5000
390 111.1
||| | 69.0 810 ' 13?-0 11.20 11.40 11.60 11.80
“|“'w'”'w'“|lhwd“'V'Lh“JwL“'m'“h“'h'“'w'“l“'w m/z 39.00 29.85%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #5831 Cyclohexene, 3,5-dimethyl-
94.0
67.0
5000 U SR DU UL B
11.20 11.40 11.60 11.80
;o 410 580 810 1100 m/z 41.10 28.30%
“I”'W'“LP'“U“'WJl'"”H“th”'ﬁhLl”'ﬁ“”'P'”l”'W
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #5825: 5,5 Dimethyl-1,3-hexadiene
94.0
67.0 U R DU UL BN
11.20 11.40 11.60 11.80
5000 m/z 55.05 23.84%
410 55.0 o 110.0
27.0 '
'W}EQP'M\”'LL”'md”I”““'”H“'”“LlW”'W'”'P'”I“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5855: Cyclopentene, 1,2,3-trimethyl- R B A BRRR
93.0 11.20 11.40 11.60 11.80
m/z 111.10 21.18%
5000 67.0
110.0
39.0 550
27.0 77.0
'W}ﬁqP'M\“'“h”'ﬁu”I”“W'”JP'”IL'W”'W'”'P'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 Cyclopentane, 1,2-dimethyl-_._._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.68 6.80 ng 126779 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 52
2 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 52
3 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 52
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 50
5 2-Amino-4-methylbut-2-enenitrile 110 C6H10N2 1000197-39-9 50
Abundance Scan 1427 (11.681 min): BM016284.D (-1419) (-) m/z 95.10 100.00%
94.1
5000 41.1 550 691
110.1
|| | DLl o | 11.40 11.60 11.80 12.00
T Y ¥ NS | RSLN] M m/z 41.10 43.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5891: Cyclopentane, 1,2-dimethyl-3-methylene-, cis-
95.0
5000 410 67.0 81.0 LI BN UL UL UL
27.0 110.0 11.40 11,60 11.80 12.00
55.0 H ' m/z 69.10 35.71%
"w"w"“h'“'lp"J|| ”:W"LH!”'fm!'P"W“'”I'
m/z--> 10 20 30 40 50 70 8 90 100 110 120
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95.0
11.40 11.60 11.80 12.00
5000 670 m/z 55.05 34.31%
110.0
39.0 55.0
27.0 77.0
”I}?ql”'bl”'j”"WUJ”I'm'l”'UP"W““LI'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5826: 1,3-Dimethyl-1-cyclohexene A BamE
95.0 11.40 11.60 11.80 12.00
m/z 39.00 26.57%
5000 67.0
110.0
ST A
| | I ‘ L1 i
m/z--> 10 20 30 40 50 60 75 80 do 100 110 120 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 : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 1,4-Heptadiene, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.16 5.25 ng 97849 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Heptadiene. 3-methvl- 110 C8H14 001603-01-6 64
2 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 58
3 1-Ethvl-5-methvicvclopentene 110 C8H14 097797-57-4 53
4 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 50
5 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 49
Abundance Scan 1509 (12.163 min): BM016284.D (-1497) (-) m/z 81.00 100.00%
81.0
41.0 95.1
5000 55.0
69.0 110.1 f\f\f\
11.80 12.00 12.20 12.40
,,,,|| Ll H ol ."...,'..:.-,....“.-...,1.?‘?:?....,. m/z 41.05 72.12%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5816: 1,4-Heptadiene, 3-methyl-
81.0
67.0
41.0 55.0 95.0
27.0 R e
5000 110.0 11:80 12,00 12.20 12.40
‘ ' m/z 95.10 69.33%
.w}ﬁgp.h|”.APH.M!h,n”h.“dH.“ym:w.”.“.”,”.w.“.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5817: Methyl ethyl cyclopentene
81.0
11:80 12.00 12.20 12,40
5000 670 9.0 m/z 55.05 43.65%
110.0
39.0
53.0
27.0
'w}ﬁqw'h\”'LL“'ﬂU”l“““'“wJ'“NM‘W'””w'“l“'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5842: 1-Ethyl-5-methylcyclopentene R B .
81.0 11.80 12.00 12.20 12.40
m/z 110.10 35.47%
95.0
5000 67.0
110.0
53.0
"ﬁfﬁl”'w'“Ji'””itw'le'mtt'w“”'w'“l“'w'“'w'”|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 13
R.T. EstConc Area Relative to ISTD R.T.

12.29 3.63 ng 67686 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 46
2 1H-Pvrazolol4.3-dlpvrimidin-7-amine 135 C5H5N5 013877-56-0 38
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 38
4 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 30
5 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 27
Abundance Scan 1531 (12.292 min): BM016284.D (-1525) ( ) m/z 81.10 100.00%

81.1 35.0
a1 110.1
5000 69.0
| %80 ‘ 150.1 112,00 12.20 1240 12.60

bbb | M/z 135.00  90.18%

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

Abundance #22642: Phenol, m-tert-butyl-
135.0
5000 |||||A||||||||||||||||||
107.0 0.0 12.00 12.20 12.40 12.60
410 — 19D- m/z 41.10 60.03%
270 || 530650 719 | |1m0 .
T T T R T T e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14891: 1H-Pyrazolo[4,3-d]pyrimidin-7-amine
135.0
R N REEE SRS RS
12.00 12.20 12.40 12.60
5000 m/z 110.10 56.45%
54.0
66.0 81.0
27.0 39 ‘ ‘ 93.0 108.0
L Iy |
P e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22638: Phenol, p-tert-butyl-
135.0 12.00 12.20 12.40 12.60
m/z 55.00 53.71%
5000
41.0 95.0 107.0 150.0
ﬂO H 53065077‘0 N ‘ 119.0
[11 Ll
,””P.”P.”P.”P”.P”.P”.P”q.uq.uqn.qun,unp.npu., R N REEE SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 5,7-Octadien-3-ol, 2,4,4,7-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.58 3.22 ng 59972 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.7-Octadien-3-ol. 2.4.4.7-tetra... 182 C12H220 077142-78-0 50
2 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 50
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 50
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 47
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 46
Abundance Scan 1580 (12.580 min): BM016284.D (-1575) (-) m/z 95.05 100.00%
95.0
41.0
111.1
55.1
5000 69.0
Y M-
126.9 12.20 12.40 12.60 12.80
B o m/z 41.05 77.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44084: 5,7-Octadien-3-ol, 2,4,4,7-tetramethyl-, (E)-
93.0 1100

5000

12!20 12.I40 12!60 12.I80
m/z 111.10 53.17%

123.0 139.0 167.0 182.0

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

Abundance #5892: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95.0
41.0 67.0 12.20 12.40 12.60 12.80
5000] 570 "0 610 m/z 39.05 48.60%
’ 110.0
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5891: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- A B o
95.0 12.20 12.40 12.60 12.80
m/z 55.10 47 .34%
5000 410 67.0 81.0
21.0 110.0
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 unknownl12.73 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.73 6.86 ng 127919 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-2-octa... 364 C26H52 055282-02-5 38
2 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 38
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 35
4 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 25
5 3-Hydroxypyridine-N-oxide 111 C5H5NO2 006602-28-4 18

Abundance Scan 1605 (12.727 min): BM016284.D (-1597) (-) m/z 111.05 100.00%

41.0 69.1 111
5000 /\fﬂhk
\

12. 40 12. 60 12. 80 13. OO
e m/z 41.05 82.41%

m/z--> 50 100 150 200 250 300 350
Abundance #146471: Cyclohexane, 1,4-dimethyl-2-octadecy!-
111.0
5000 TT [T T T T [T T I T [T T T T [TTTT]
69.0 12.40 12.60 12.80 13.00
41,0 m/z 69.10 79.22%
l’ | | .y I 139.0 169.0 198.0225.0252.0280.0  323.0  364.0
A e e e e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #71115: 1,1"-Bicyclooctyl
69.0 111.0
R R mamEE
12.40 12.60 12.80 13.00
5000 m/z 95.10 68.77%
41.0 {
P00 SN N I
m/z--> 50 100 150 200 250 300 350
Abundance #11237: Cyclohexane, 1,1,3-trimethyl- B BEEEE B
111.0 12.40 12.60 12.80 13.00
69.0 m/z 55.00 57 .25%
5000{ 41.0
m/z--> 50 100 150 200 250 300 350 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 unknownl12.90 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.90 4_.48 ng 104139 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 3.5-... 238 C15H2602 1000279-52-3 40
2 1.2-Dimethvl-4-trifluoroacetoxvc... 224 C10H15F302 330154-34-2 38
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 27
4 Cvclooctane. cvclohexvl- 194 C14H26 092369-78-3 25
5 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 22
Abundance Scan 1634 (12.898 min): BM016284.D (-1627) (-) m/z 41.10 100.00%
411 580 g4 1101
: 95.0 :
5000
|‘ 80 136.9 12:60 12,80 13.00 13.20
|||||||||||||||||i ||||Il m‘ﬂ'ﬂlrrwwm m/Z 55.05 98.10%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #81083: Cyclohexanecarboxylic acid, 3,5-dimethylcyclohexyl...

69.0 110.0
55.0 95.0

41.0
5000 R e e  EEEmmmEm
12 60 12. 80 13. 00 13. 20

129.0 m/z 69.00 81.79%

27.0 820

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #71848: 1,2-Dimethyl-4-trifluoroacetoxycyclohexane
41.0 69.0 95.0

580 110.0 12.60 12.80 13.00 13.20
5000 m/z 110.05 79.84Y%

82.0
‘H nin l | 125013001530167.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #5825: 5,5-Dimethyl-1,3-hexadiene
95.0 12.60 12.80 13.00 13.20
67.0 m/z 111.05  78.46%
5000
41.0 110.0
27.0 “ ‘
S . VI Y| M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 2-Nonyne Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.98 3.41 ng 79403 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonvne 124 C9H16 019447-29-1 50
2 3.5-Octadien-2-one. (E.E)- 124 C8H120 030086-02-3 50
3 1.3-Heptadiene. 5.5-dimethvl- 124 C9H16 024618-86-8 50
4 3.5-Octadien-2-one 124 C8H120 038284-27-4 50
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 43
Abundance Scan 1648 (12.980 min): BM016284.D (-1643) (-) m/z 95.10 100.00%
94.1
5000
410 851 o iy
' 109.0 1241 NSRRI AU SUNIE I

L N || Al il h 12.60 12.80 13.00 13.20
SN | o R O S IR S A | m/z 41.05 41.24%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #10279: 2-Nonyne
95.0
68.0
5000 [TTrr[rrrr[rrrryrrrorrm
430 540 8L0 12.60 12.80 13.00 13.20
124.0 m/z 55.10 40.34%
29.0 | ‘ | 109.0
S S | R O | O S /S NS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10184: 3,5-Octadien-2-one, (E,E)-
43.0 95.0
s B
81.0 12.60 12.80 13.00 13.20
5000 m/z 39.00 35.46%
27.0 53.0
109.0 124.0
65.0
.,....,....,....;‘....,..‘l‘.,....,l...,..l.,....,....,....,..
m/z--> 20 30 40 50 80 90 100 110 120 130
Abundance #10351: 1,3 Heptadlene, 5,5-dimethyl- L o e Tt e e
95.0 12.60 12.80 13.00 13.20
67.0 m/z 67.00 33.56%

so00] 270 4.0 550
79.0 109.0 124.0

m/z--> 20 30 40 70 8 90 100 110 120 130 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 16
R.T. EstConc Area Relative to ISTD R.T.
13.29 3.38 ng 78740 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 43
2 4-Methvl-1.3-heptadiene (c.t) 110 C8H14 017603-57-5 43
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 43
4 2(1H)-Pvridinone 95 C5H5NO 000142-08-5 38
5 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 35
Abundance Scan 1701 (13.292 min): BM016284.D (-1695) (-) m/z 95.05 100.00%
93.0
410 950
81.0
5000 69.0
110.1
I|H | I| I, | Ih ” L 15001320 1340 1350
e U A Ll L 1L Tmzz 5505 72.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5850: 2,4-Hexadiene, 2,5-dimethyl-
95.0
67.0
110.0 T
5000 41.0 550 13100 13.20 13.40 13.60
27.0 { 79.0 m/z 41.05 67 .05%
'w}ﬁqw'“l“'””“'mhhl“Lh'“uw'“”l!w'“'ﬁ'“l”'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5852: 4-Methyl-1,3-heptadiene (c,t)
.0
67.0 SRR SRR BN BN
13.00 13.20 13.40 13.60
5000 m/z 81.05 57.17%
41.0 55.0 110.0
27.0 ‘ 79.0
'w}ﬁqw'hn“'ﬂ““'mh“l“h“'“uw'“lew'““ﬁ'“l”'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5825: 5,5-Dimethyl-1,3-hexadiene A B
95.0 13.00 13.20 13.40 13.60
67.0 m/z 96.10 44 .60%
5000
41.0 55.0 o 110.0
27.0 :
'w}ﬁqw'h\“'hk“'md“l““H'“UW'“Umlw'“'w'“l”'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 1,2-Dipropylcyclopropene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.26 ng 75908 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dipropvilcvclopropnene 124 C9H16 010306-92-0 52
2 Bicvclol3.1.0Thexane. 6-isopropv... 122 C9H14 024524-58-1 43
3 3-Octvne 110 C8H14 015232-76-5 35
4 1.2-Hexadiene. 5-methvl- 96 C7H12 013865-36-6 27
5 Bicyclo[2.2.1]heptane, 2-(1-meth... 152 C11H20 074663-93-7 27
Abundance Scan 1823 (14.010 min): BM016284.D (-1819) (-) m/z 81.10 100.00%
41.0 67.0 811 o 4
5000 53.0 1220
107.0

136.9
| ‘ ‘|I | ||||| i 150.0 164.1 13.60 13.80 14.00 14.20 14.40
pribpd A m/z 41.00 92.99%

m/z--> 20 30 40 50 60 70 80 100 110 120 130 140 150 160 170
Abundance #10323: 1,2- Dlpropylcyclopropene
67.0 81.0 95.0
27.0 39.0
530 | NI LI L L LB LB L
5000 24.0 13.60 13.80 14.00 14.20 14.40
124. m/z 67.05 92.24%
| 109.0
S 1 O OOt sl A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9739: Bicyclo[3.1.0]hexane, 6-isopropylidene-
90 107.0
R B R ARama
13.60 13.80 14.00 14.20 14.40
0
5000 91.0 1220 m/z 95.10 81.79%
41.0
53 o0 67.0
M i M ‘M l

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5748: 3-Octyne A B o
41.0 67.0 13.60 13.80 14.00 14.20 14.40
81.0 m/z 79.05 70.50%

27.0

5000 530

110.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13. 60 13. 80 14. 00 14. 20 14.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO080918\

BM016284.D

09 Aug 2018 16:41
SJ/JU

J4369-02

12 Sample Multip

= C:\DATABASE\NI

lier: 1

STO2.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl14.96 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.96 4.20 ng 97627 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-(4.4.4-trichlor... 256 C10H15CI130 1000115-25-1 42
2 Cvclohexanone. 2-butvl- 154 C10H180 001126-18-7 38
3 Cvclohexanone. 2-propvl- 140 C9H160 000094-65-5 37
4 2-tert-Butvlcvclohexanone 154 C10H180 001728-46-7 37
5 Eperisone 259 C17H25N0 064840-90-0 37

Abundance Scan 1985 (14.963 min): BM016284.D (-1981) (-) m/z 98.05 100.00%
9d.0
5000 133.1
162.9 178.0 14.60 14.80 15.00 15.20
B R m/z 133.05 44 .99Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91635: Cyclohexanone, 2-(4,4,4-trichlorobutyl)-
94.0
5000
55.0 14.60 14.80 15.00 15.20
41.0 83.0 m/z 41.05 36.83%
i S amo ;20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25472: Cyclohexanone, 2-butyl-
94.0
14.60 14.80 15.00 1520
5000 m/z 55.05 30.39%
mo0 20 830
27,0 69,0
B W N B TP
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17997: Cyclohexanone, 2-propyl- LA B o
94.0 14.60 14.80 15.00 15.20
m/z 83.05 26 .54%
5000
41.0 95.0 70.0
27.0
SRR 'wt T ,?ﬁ?, j“'%L?pl"'lﬁ?P"' [rrr 17 UL U SR B
m/z--> 20 40 60 80 100 120 140 160 180 14.60 14.80 15.00 15.20

8270-BM072318_.M Fri Aug 10 14:27:22 2018

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 Bicyclo[3.2.1]octane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.05 7.14 ng 166108 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2.11octane 110 C8H14 006221-55-2 53
2 9-Eicosvne 278 C20H38 071899-38-2 50
3 13-Tetradece-11-vn-1-ol 208 C14H240 1000131-00-4 50
4 Cvclohexene.l-cvclohexvl- 164 C12H20 003282-54-0 49
5 Cyclohexanepropanol - 142 C9H180 001124-63-6 49
Abundance Scan 2000 (15.051 min): BM016284.D (-1993) (-) m/z 41.10 100.00%
41.1
81.1

5000

14.80 15.00 15.20 15.40
m/z 81.10 79.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5781: Bicyclo[3.2.1]octane
67.0

5000 B e
1100 14.80 15.00 15.20 15.40

m/z 67.10 77 .25%

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

Abundance #105302: 9-Eicosyne
55.0 | 81.0
R EmEEs e
14.80 15.00 15.20 15.40
5000 m/z 55.05 75.71%
29.0
137.0
. 165.0 193.0 221.0 278.0
A RERRS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61607: 13-Tetradece-11-yn-1-ol R EmEEs e
55.0 81.0 14.80 15.00 15.20 15.40
: m/z 82.05 73.81%
5000
L | 135.0156.0 181.0 208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 unknownl5.25 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.25 ng 75592 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdroauinoxaline 134 C8H10N2 003476-89-9 47
2 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 38
3 6-Aminoindazole 133 C7H7N3 006967-12-0 38
4 N-Methyl-2-hvdroxv-4-phenvl-3-bu... 191 C11H13NO2 087920-01-2 38
5 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 38
Abundance Scan 2034 (15.251 min): BM016284.D (-2028) (-) m/z 133.00 100.00%
138.0
5000
178.1
45.0 o 113.0 R SRR SIS B B
60.0 0 105.0 159.0 15.00 15.20 15.40 15.60
m/z 178.10 35.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14680: Tetrahydroquinoxaline
138.0
5000

15.00 15.20 15.40 15.60
m/z 91.10 27.27%

270 51.0 77.0 92.0 119.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21849: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
 AEE EREEE RS
15.00 15.20 15.40 15.60
5000 m/z 134.00 23.34%
91.0 105.0 148.0
0 39.0 63.0 77.0 ‘ ‘ 9.0
.1.5‘.',.‘. : "i" A, ,‘l.‘. : .“‘, R L .]Tl]T“,'. ol o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14177: 6-Aminoindazole
133.0 15.00 15.20 15.40 15.60
m/z 119.00 22.74%
5000
105.0
280 520 790 |
I 1 | . | |
1ttt R R L AR
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 2,5-Methano-1H-indene, octa... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.80 4.14ng 96216  Acenaphthene-di0 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 55

2 1-Cvclopentvlcvclopentene 136 C10H16 004884-21-3 46
3 3-Methvlene-bicvclol3.2.17oct-6-... 136 C9H120 1000193-00-0 41
4 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 38
5 Phenol, 3-(dimethylamino)- 137 C8H11NO 000099-07-0 38
Abundance Scan 2127 (15.798 min): BM016284.D (-2124) (-) m/z 136.10 100.00%
136.1
81.0
5000
15.40 15.60 15.80 16.00 16.20
m/z 137.05 74.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15234: 2,5-Methano-1H-indene, octahydro-
136.0
79.0
5000 95.0
41.0 15.40 15.60 15.80 16.00 16.20
m/z 81.05 65.52%
63 15.
m/z--> 20 40 60 80 100 120 140 1é0 1£|30 2(|)0
Abundance #15189: 1-Cyclopentylcyclopentene
67.0
95.0 LRI DU B B BN
15.40 15.60 15.80 16.00 16.20
5000 41.0 136.0 m/z 95.10 59.92%
.1.5.'?....|....|....|....|....|... L
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #15938: 3- Methylene bicyclo[3.2.1]oct-6-en-8-ol N e o
136.0 15.40 15.60 15.80 16.00 16.20
m/z 41.00 51.91%
39.0 79.0
5000 0
T 117.0
.--- mw ‘H\ ‘, ‘...
m/z--> 20 80 140 160 180 200 15. 40 15 60 15. 80 16. 00 16 20

8270-BM072318_.M Fri Aug 10 14:27:24 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016284.D

Aca On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample : J4369-02

Misc :

ALS Vial : 12 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 1-Naphthalenecarboxylic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.13 3.49 ng 81231 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 76
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 30
3 Naphthalene-4a.8a-dicarboxvlic a... 250 C14H1804 007177-20-0 27
4 2-Propenoic acid. 3-phenvl-. eth... 176 C11H1202 004192-77-2 22
5 [2-(Hydroxy-phenyl-phosphinoyl)-... 316 C15H13N204P 300566-65-8 14

Abundance Scan 2183 (16.127 min): BM016284.D (-2180) (-) m/z 131.05 100.00%

1

5000

158.0176.0

15.80 16.00 16.20 16.40
m/z 129.00  39.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-

5000

15.80 16.00 16.20 16.40
m/z 91.00 27.48%

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

Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131.0
R R R R £
15.80 16.00 16.20 16.40
5000 91.0 176.0 m/z 115.00 26.40%
51 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88309: Naphthalene-4a,8a-dicarboxylic acid, 1,4,4a,5,8,8a... R a R mamEE L
131.0 15.80 16.00 16.20 16.40
m/z 176.00 25.17%
5000
91.0
45.0
5.0 ‘ 1630 1900
S il N Y e G L T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080918\
Data File : BM016284.D

Acq On : 09 Aug 2018 16:41

Operator : SJ/JU

Sample - J4369-02

Misc :

ALS Vial : 12 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]
Hydrazinecarboxyl ... 4.68 18.8 ng 303138 1 8.13 322117 20.0
2-Pentanone, 4-hy... 5.19 4.8 ng 77045 1 8.13 322117 20.0
unknown? .66 7.66 88.3 ng 1421460 1 8.13 322117 20.0
Bicyclo[2.2.1]hep... 9.65 10.3 ng 192350 2 10.95 372925 20.0
Cyclohexene, 3,5-... 11.52 3.2 ng 58922 2 10.95 372925 20.0
Cyclopentane, 1,2... 11.68 6.8 ng 126779 2 10.95 372925 20.0
1,4-Heptadiene, 3... 12.16 5.3 ng 97849 2 10.95 372925 20.0
unknownl12 .29 12.29 3.6 ng 67686 2 10.95 372925 20.0
5,7-Octadien-3-ol... 12.58 3.2 ng 59972 2 10.95 372925 20.0
unknownl12.73 12.73 6.9 ng 127919 2 10.95 372925 20.0
unknown12 .90 12.90 4.5 ng 104139 3 14.77 465242 20.0
2-Nonyne 12.98 3.4 ng 79403 3 14.77 465242 20.0
unknownl13.29 13.29 3.4 ng 78740 3 14.77 465242 20.0
1,2-Dipropylcyclo... 14.01 3.3 ng 75908 3 14.77 465242 20.0
unknownl14 .96 14.96 4.2 ng 97627 3 14.77 465242 20.0
Bicyclo[3.2.1]Joctane 15.05 7.1 ng 166108 3 14.77 465242 20.0
unknown15.25 15.25 3.3 ng 75592 3 14.77 465242 20.0
2,5-Methano-1H-in... 15.80 4.1 ng 96216 3 14.77 465242 20.0
1-Naphthalenecarb... 16.13 3.5 ng 81231 3 14.77 465242 20.0
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