LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample = J4328-07

Misc :

ALS Vial : 24 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 5.187 318 323 330 rBV 32279 50230 2.46% 0.249%
2 5.381 351 356 365 rBB 39356 63027 3.08% 0.312%
3 5.663 394 404 417 rBV 235809 412871 20.20% 2.044%
4 7.299 676 682 692 rBV 131572 255752 12.51% 1.266%
5 7.375 692 695 703 rVB 26290 43177 2.11% 0.214%
6 7.657 737 743 755 rBV 522927 868880 42.52% 4.301%
7 8.128 818 823 830 rBV 172170 297679 14.57% 1.473%
8 8.451 867 878 883 rBV 597200 980969 48.00% 4 .856%
9 8.499 883 886 891 rVB2 64803 96641 4.73% 0.478%
10 9.169 993 1000 1005 rBV5 36794 82581 4.04% 0.409%
11 9.228 1005 1010 1019 rvB2 43009 83895 4.11% 0.415%
12 9.316 1019 1025 1032 rBV 479523 819963 40.12% 4 _.059%
13 9.575 1065 1069 1076 rvv4 25645 49224 2.41% 0.244%
14 9.751 1093 1099 1110 rVB3 41773 85728 4_.19% 0.424%
15 9.957 1124 1134 1139 rBV6 26450 58307 2.85% 0.289%
16 10.116 1152 1161 1166 rBV5 19708 55331 2.71% 0.274%
17 10.334 1185 1198 1203 rBv7 50380 145720 7.13% 0.721%
18 10.481 1216 1223 1230 rVB5 32927 68483 3.35% 0.339%
19 10.557 1230 1236 1242 rBvV6 27328 66439 3.25% 0.329%
20 10.681 1250 1257 1262 rVV6 65812 149890 7.33% 0.742%
21 10.798 1271 1277 1282 rBV5 22353 41720 2.04% 0.207%
22 10.875 1282 1290 1293 rBV6 17029 45878 2.24% 0.227%

23 10.945 1297 1302 1315 rVB 212455 425286 20.81% 2.105%
24 11.110 1322 1330 1340 rVB3 81269 161265 7.89% 0.798%
25 11.210 1341 1347 1350 rBvV4 19643 40058 1.96% 0.198%

26 11.287 1355 1360 1364 rVV2 25944 49236 2.41% 0.244%
27 11.398 1364 1379 1386 rVV9 67478 243005 11.89% 1.203%
28 11.516 1394 1399 1413 rVV6 61944 172580 8.44% 0.854%
29 11.687 1420 1428 1435 rBV2 76205 170648 8.35% 0.845%
30 11.757 1435 1440 1444 rBV6 19025 45446 2.22% 0.225%

31 11.810 1444 1449 1455 rBV6 56033 136194 6.66% 0.674%
32 11.951 1465 1473 1479 rBV5 35798 88555 4_.33% 0.438%
33 12.028 1479 1486 1498 rVB10 48059 165749 8.11% 0.820%
34 12.169 1499 1510 1517 rBV9 42022 142561 6.98% 0.706%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample = J4328-07

Misc :

ALS Vial : 24 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 12.281 1525 1529 1537 rVB5 44117 87333 4.27% 0.432%
36 12.357 1537 1542 1545 rBV4 30028 48843 2.39% 0.242%
37 12.398 1545 1549 1552 rBV2 38205 49911 2.44% 0.247%
38 12.486 1559 1564 1565 rBv4 50208 73744 3.61% 0.365%

39 12.545 1570 1574 1577 rVV3 64808 108610 5.31% 0.538%
40 12.592 1577 1582 1588 rVVv2 97935 194605 9.52% 0.963%

41 12.651 1588 1592 1599 rVVv8 41071 87263 4.27% 0.432%
42 12.710 1599 1602 1605 rVv4 30156 50050 2.45% 0.248%
43 12.751 1605 1609 1616 rVB4 90750 164179 8.03% 0.813%
44 12.839 1618 1624 1628 rBV7 76140 139939 6.85% 0.693%
45 12.916 1629 1637 1645 rVB4 116239 358546 17.54% 1.775%

46 13.004 1645 1652 1658 rBV5 81919 209048 10.23% 1.035%
47 13.069 1658 1663 1667 rBV3 74992 140905 6.89% 0.697%
48 13.186 1679 1683 1689 rBV7 34800 65593 3.21% 0.325%
49 13.251 1690 1694 1698 rVVv7 24596 42035 2.06% 0.208%
50 13.298 1698 1702 1709 rVB5 79142 167388 8.19% 0.829%

51 13.386 1711 1717 1723 rBV 1129663 1603333 78.46% 7.936%

52 13.445 1724 1727 1731 rVV4 47141 65440 3.20% 0.324%
53 13.492 1731 1735 1739 rVB5 56177 82668 4._05% 0.409%
54 13.598 1747 1753 1756 rBV6 63741 134778 6.60% 0.667%
55 13.739 1772 1777 1780 rBV6 36164 74873 3.66% 0.371%
56 13.804 1784 1788 1792 rVB5 34540 54144 2.65% 0.268%
57 13.886 1798 1802 1808 rBV4 55085 105412 5.16% 0.522%
58 13.939 1808 1811 1814 rBV2 46044 57954 2.84% 0.287%
59 13.981 1815 1818 1821 rVv4 49444 60620 2.97% 0.300%

60 14.022 1821 1825 1829 rVB5 73223 107904 5.28% 0.534%

61 14.069 1829 1833 1837 rBV 55166 80134 3.92% 0.397%
62 14.116 1837 1841 1845 rBvV4 72909 122024 5.97% 0.604%
63 14.222 1854 1859 1864 rVB 105523 173830 8.51% 0.860%
64 14.398 1883 1889 1894 rVB7 74992 159911 7.82% 0.792%
65 14.575 1914 1919 1923 rBV2 118579 228217 11.17% 1.130%

66 14.710 1937 1942 1946 rBVS8 40289 77278 3.78% 0.383%
67 14.769 1947 1952 1958 rVVv2 288352 484986 23.73% 2.401%
68 14.833 1958 1963 1967 rVB 128428 198757 9.73% 0.984%

69 14.916 1974 1977 1983 rVV6 37326 76442 3.74% 0.378%
70 14.969 1983 1986 1992 rVB4 34791 52526 2.57% 0.260%
71 15.098 2004 2008 2012 rVB6 31022 49679 2.43% 0.246%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample = J4328-07

Misc :

ALS Vial : 24 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

72 15.163 2015 2019 2029 rVB3 111984 227889 11.15% 1.128%
73 15.251 2030 2034 2037 rBV3 53524 83664 4._.09% 0.414%
74 15.292 2038 2041 2043 rBV2 30056 40588 1.99% 0.201%
75 15.375 2051 2055 2059 rBV7 35398 75293 3.68% 0.373%
76 15.416 2059 2062 2068 rVB4 79291 135419 6.63% 0.670%
77 15.516 2075 2079 2081 rBV5 33671 54366 2.66% 0.269%
78 15.669 2101 2105 2109 rVB2 100303 139202 6.81% 0.689%
79 15.722 2109 2114 2115 rBV3 45872 76836 3.76% 0.380%

80 15.810 2125 2129 2136 rBV3 139266 224770 11.00% 1.113%

81 15.869 2136 2139 2145 rVB5 47951 76205 3.73% 0.377%
82 16.033 2163 2167 2172 rBV6 60073 100129 4_.90% 0.496%
83 16.139 2182 2185 2193 rVB3 76881 154574 7.56% 0.765%
84 16.257 2199 2205 2211 rBV 861406 1277903 62.53% 6.325%
85 16.504 2242 2247 2251 rBV6 73517 141941 6.95% 0.703%

86 16.686 2274 2278 2283 rVB6 60138 93376 4._.57% 0.462%
87 16.927 2317 2319 2325 rVB5 49943 68541 3.35% 0.339%
88 16.986 2326 2329 2333 rVB4 36756 48022 2.35% 0.238%
89 17.157 2355 2358 2364 rVB6 47564 78906 3.86% 0.391%
90 17.304 2380 2383 2386 rBV3 30313 44888 2.20% 0.222%

91 17.504 2412 2417 2422 rBV 310317 458326 22.43% 2.269%
92 18.363 2558 2563 2567 rBV 213001 267470 13.09% 1.324%
93 19.615 2772 2776 2780 rBV 103102 130915 6.41% 0.648%
94 20.080 2850 2855 2861 rBV 1670479 2043601 100.00% 10.115%
95 20.362 2900 2903 2910 rVB 66263 99351 4._86% 0.492%

96 20.839 2982 2984 2988 rVB2 34593 39448 1.93% 0.195%
97 21.304 3060 3063 3071 rVB2 87688 112987 5.53% 0.559%
98 21.633 3114 3119 3124 rBV2 392205 529490 25.91% 2.621%
99 22.786 3312 3315 3321 rVB 95557 133372 6.53% 0.660%
100 23.968 3510 3516 3526 rVB 280645 543782 26.61% 2.692%

Sum of corrected areas: 20203124
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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

Abundance TIC: BM016268.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 1 unknown7.66 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.66 58.38 ng 868880 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
Abundance Scan 743 (7.657 min): BM016268.D (-737) (-) m/z 132.00 100.00%

132.0
5000 68.1
40.1

i ” II|| %Oﬁﬂl 7.40 7.60 7.80 8.00
0...,....,....,....,....,....,.'.'.'.,.':!':,....,...'.,.!'..,....,....,'.'..,.. m/z 68.10 43.24%
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 LI L L L L L L L L L

7.40 7.60 7.80 8.00
m/z 66.00 42.42%

310 510
o | | “ 1L | | I
R Em L e e RARAMERSES o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

7.40 7.60 7.80 8.00

5000 m/z 134.00 33.21%
33.0 44.0 0.0 105.0
L Lse0, 00 s | | ‘
o) MPRMES i . M WU i e HN N HSSMNEN | S
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- R e Emams o
56.0 132.0 7.40 7.60 7.80 8.00

m/z 69.10 24 .32%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 3 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.33 6.85 ng 145720 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 58
3 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 58
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 58
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 52

Abundance Scan 1197 (10.328 min): BM016268.D (-1185) (-) m/z 119.10 100.00%
119.1
5000 o011
41.0 771 : 134.1
55.0
‘ I ||| | ‘|| 105.1 ‘ | 10.00 10.20 10.40 10.60
0..,....,....,....l!'.'..I!!.“.','”'“I""""' e 'l!l"'!||'|"'|" m/z 117.10 51.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14375: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 "|"h'|""ﬁ""|""|
134.0 10.00 10.20 10.40 10.60
m/z 91.10 36.00%
270 39.0 51{0 65{0 770 910 1050 |
[ e e e R B o o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14379: Benzene, 2-ethyl-1,4-dimethyl-
119.0
10.00 10.20 10.40 10.60
5000 m/z 41.00 33.80%
105.0 1310
77.0
150 270 390 540 680 | el ‘
mz> 10 20 % 4 50 80 70 85 60 100 10 130 130 140
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl- R ma A RERREEEEE
119.0 10.00 10.20 10.40 10.60
m/z 134.10 33.07%
5000
o 91.0 134.0
150 280 390 510 630 | 1050 ]
mz> 10 % 30 4 80 8 7o 8 % 100 110 150 130 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 4 3-Octyne, 2,2-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.68 7.05 ng 149890 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octvne. 2.2-dimethvl- 138 C10H18 019482-57-6 58
2 2.6-Dimethvlbicvclol3.2.11octane 138 C10H18 1000215-28-2 58
3 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 55
4 2.4-Hexadiene. 3-methvl- 96 C7H12 028823-42-9 55
5 3,4-Heptadiene 96 C7H12 002454-31-1 53
Abundance Scan 1257 (10.681 min): BM016268.D (-1250) (-) m/z 81.10 100.00%
41.1 81.1
55.0 95.0
69.0
5000
(I U T ey
Obrrrprrrrprrrr e A M L e m/z 41.10 98.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16281: 3-Octyne, 2,2-dimethyl-
81.0
96.0
5000 LI UL SULRLN LR B
41.0 550 67.0 123.0 10,40 10.60 10.80 11.00
|| 109.0 138.0 m/z 55.05 66 .15%
0'”l“”l““l““l““fl“l“ml”J|L'Nﬁhl“'WH'w”'WH'w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16331: 2,6-Dimethylbicyclo[3.2.1]octane
81.0
o 10040 10)60 10180 1100
5000 4o 550 67.0 m/z 95.05 62.91%
' 109.0
‘ 123.0 1380
0“'w“w'HWH'h““FM“P“Hv“wm“w'JWH”l““li“v'HV“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2838: 1,4-Hexadiene, 4-methyl-
81.0 10.40 10.60 10.80 11.00
m/z 39.00 62.46%
5000 39.0 96.0
27.0 53.0
7.0
on.ﬁﬁqpnw.”,.,””,””“.”“”.“”w.”w”.w””,””, S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 5 wunknownll.11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.11 7.58 ng 161265 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.2-dimethvl-5-(3... 182 C11H1802 141033-65-0 35
2 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 27
3 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 25
4 Cvclopropane. l-ethvl-1-methvl- 84 C6H12 053778-43-1 20
5 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 18
Abundance Scan 1330 (11.110 min): BM016268.D (-1322) (-) m/z 41.05 100.00%
41.0 55.1 69.1
5000
10.80 11.00 11.20 11.40
ob Y m/z 55.10 89.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43955: Cyclohexanone, 2,2-dimethyl-5-(3-methyloxiranyl)-,...
41.0 55.0 g9 ¢
5000 LU AR SRR UL
27.0 10.80 11.00 11.20 11.40
109.0123.0138 0153.0 m/z 69.10 87 .89%
o ] 167.0182.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25520: 6-Octenal, 3,7-dimethyl-, (R)-
41.0 69.0
10.80 11.00 11.20 1140
5000 55.0 95.0 m/z 39.10 68.97%
27.0 121.0
Il I | | 101560
0...|....|‘...“.‘|.‘.£ ‘l...‘l“l..H.l...l‘l...‘.l....|...
m/z--> 40 60 100 120 140 160 180
Abundance #5863: 1- Methyl 2-methylenecyclohexane I R e R RmmaT
67.0 81.0 95.0 10.80 11.00 11.20 11.40
m/z 45.00 56.23%
41.0
5000 110.0
ob— il il
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 6 unknownl11.40 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.40 11.43 ng 243005 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlbenzvl cvanide 131 COHON 022364-68-7 30
2 ButvImalonic acid 160 C7H1204 000534-59-8 25
3 Benzene. (3.3-dimethvl-4-pentenvl)- 174 C13H18 061142-18-5 16
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 14
5 1,3,5,7-Cyclooctatetraene 104 C8HS8 000629-20-9 14

Abundance Scan 1379 (11.398 min): BM016268.D (-1364) (-) m/z 104.10 100.00%

104.1

5000

11.00 11.20 11.40 11.60 11.80

0 m/z 69.10 69.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13540: 2-Methylbenzyl cyanide
104.0
5000 | BRI LI L L L LB LB L
91.0 1310 11.00 11.20 11.40 11.60 11.80
51.0 77.0 m/z 41.10 59.82%
27.0
)} L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29584: Butylmalonic acid
104.0
T T T
11.00 11.20 11.40 11.60 11.80
5000 86.0 m/z 39.10 59.68%
73.0
41.0 550 ‘
o g w1280 1430 se10
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38715: Benzene, (3,3-dimethyl-4-pentenyl)- A e o
104.0 11.00 11.20 11.40 11.60 11.80
41.0 91.0 m/z 55.05 53.44%
69.0
5000 55.0
27.0
131.0
N U O T O -1 20 A
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60 11.80

8270-BM072318.M Thu Aug 09 15:00:54 2018

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 7 unknownll.52 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.52 8.12 ng 172580 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 46
2 dI-6-Methvl-5-hepten-2-ol 128 C8H160 004630-06-2 38
3 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 38
4 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 38
5 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 35
Abundance Scan 1400 (11.522 min): BM016268.D (-1394) (-) m/z 95.05 100.00%
95.0
41.0
5000 55.0 4 o1 131.0
810 | U SR DU UL BN
146.1 11.20 11.40 11.60 11.80
0! m/z 41.05 55.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5843: 1,4-Hexadiene, 2,3-dimethyl-
95.0
41.0 670
5000 11:20 1140 11.60 11.80
55.0
27.0 i 110.0 m/z 131.00 48.42%
0|||||||||||||||| I|||I| I||||I|III | || |||I||i||||||I|I|!||||||||||||||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12180: dI-6-Methyl-5-hepten-2-ol
95.0
41.0
11.20 11.40 11.60 11.80
5000 69.0 m/z 39.05 47.67%
27.0 55.0
110.0
15.0 ‘ ‘ ‘ 81.0 128.0
Ofrrrpriryres lmehh”uquuﬂJ”,ML“.”“u”“”l“”.“”w.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5878: Cyclobutene, 1,2,3,4-tetramethyl- A REEEEEaSS
95.0 11.20 11.40 11.60 11.80
m/z 55.05 44 .01%
67.0
5000 55.0
270 410 110.0
‘ ‘ ‘ 81.0
0'HVH'V“W'“ﬁ”“ﬁM'WH'hHAU“HHMLV'HVH'V“W'“W“'W“' A LA DU AL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80

8270-BM072318_.M Thu Aug 09 15:00:55 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 8 Bicyclo[3.1.0]hexane, 1,5-d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.69 8.03 ng 170648 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.01lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 52
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 50
3 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 50
4 2-l1sopropvlimidazole 110 C6H10N2 036947-68-9 47
5 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 46
Abundance Scan 1429 (11.692 min): BM016268.D (-1420) (-) m/z 95.05 100.00%
95.0
41.1
5000 55.0 69.1
110.1 S WY ) T VTV
| |‘ | | 81'0 | d| 1411 11.40 11.60 11.80 12.00
0..,....,....,...:;' o I|.| "IIIII!I!I'I'I“'Hil"'ll":'l'l""l'"'II""I m/z 41.10 65.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5884 Bicyclo[3.1.0]hexane, 1,5-dimethyl-
94.0
67.0
5000 LI UL UL UL B
550 11140 11.60 11.80 12.00
41.0 { 82.0 110.0 m/z 55.05 42 _43%
0 | | A Ll Nl || Tl
LA RARAN KRR RAARS RARRN AR AN RAARS NAARS KAARE AN WARAS R SRS LARAN LARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5833: 1,3-Dimethyl-1-cyclohexene
95.0
11,40 1160 11.80 12.00
5000 m/z 69.10 40.85%
61.0 110.0
55.0 82.0 '
70 4 |
O'W'”W'”wv'”v'”lL'W”'W'Jﬁ'“'NJ'P'“ﬁ'”I””I”'W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5823: Cyclohexene, 3,5-dimethyl-  EAmEmE RS
95.0 11.40 11.60 11.80 12.00
m/z 45.00 31.94%
67.0
5000
70 ||l
o.w%ﬁgp.hm.“}‘.NLaW.LM.HUJ.”ﬂML,”.WH.W.H.P”.P.”, SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

8270-BM072318_.M Thu Aug 09 15:00:55 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 9 unknownl12.03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.03 7.79 ng 165749 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlcvclopropane-1.cis-2... 158 C7H1004 000936-87-8 38
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 35
3 tert-Butvilpropanedial 128 C7H1202 055740-28-8 27
4 Cvclopropane. tetramethvlmethvlene- 110 C8H14 054376-39-5 20
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 18

Abundance Scan 1486 (12.028 min): BM016268.D (-1479) (-) m/z 55.10 100.00%

54.1
41.0

95.1
113.0 131.0

5000
146.0 11.80 12.00 12.20 12.40
0 m/z 41.05 79.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28492: 3,3-Dimethylcyclopropane-1,cis-2-dicarboxylic acid
118.0
5000 67.0 95.0 L B B
11. 80 12. OO 12 20 12. 40
m/z 95.10 66.52%
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5849: 2,4-Hexadiene, 2,5-dimethyl-
67.0 95.0
. R EEEE R S R
390 110.0 11.80 12.00 12.20 12.40
5000 m/z 113.00 59.00%
53.0
15.0 ‘ 810
S| N O T O ————
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11796: tert-Butylpropanedial
118.0 11.80 12.00 12.20 12.40
410 m/z 131.00 56.77%
18.0 : 67.0
5000 95.0 128.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40

8270-BM072318_.M Thu Aug 09 15:00:56 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 10 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.17 6.70 ng 142561 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 64
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 43
3 Cvclohexene. 1-pentvl- 152 C11H20 015232-85-6 43
4 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 43
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 43
Abundance Scan 1510 (12.169 min): BM016268.D (-1499) (-) m/z 81.05 100.00%
81.0 o950
41.1
55.1
5000 67.0 111
| ‘ | | | |“| | 1329 601 11,80 12.00 12.20 12,40
o} I | I il |- m/z 95.05 84.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24203: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
95.0
81.0
5000 41.0 R ARSNARRUNARSA BARREE
550 690 108.0 1520 11,80 12.00 12.20 12.40
970 { ‘ ' m/z 41.10 66.72%
0 “l%ﬁgv'Jh"“hJ“'vL'w"M|“'““"wl!“l“"v"ﬁgﬁfa}ﬁ?ﬁ'“l”“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5830: 5,5-Dimethyl-1,3-hexadiene
95.0
11,80 12.00 12.20 12,40
5000 210, 5 0 67.0 m/z 55.10 56.16%
110.0
150 || ‘ | 79.0
0'WHVV“W““v“wh“v“““mm“WMLPHWHHVHW““V“W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24302: Cyclohexene, l—pentyl— L LI L B L DL B
81.0 11.80 12.00 12.20 12.40
m/z 39.00 44 _51%
67.0
96.0
5000 410
29.0 55.0 ‘ 109.0 152.0
0 ..,1..5.9,...‘.‘,....‘,.‘...,.‘l‘..,..w.‘,...‘.“.‘...,‘...‘.,....‘,....1,2.‘.‘.9,.1?’.7.,9...,.‘...,. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11,80 12.00 12.20 12.40

8270-BM072318_.M Thu Aug 09 15:00:57 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 11 unknownl2.59 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.59 9.15 ng 194605 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-furanvl)- 110 C6H602 001192-62-7 46
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 38
3 4(1H)-Pvridone 95 C5H5NO 000108-96-3 38
4 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 30
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 27
Abundance Scan 1582 (12.592 min): BM016268.D (-1577) (-) m/z 95.10 100.00%
93.1
4Ll 550 69.1 111.1
5000 : '
81.1 oy
||| || h || 125.1 141.0 12.20 12.40 12.60 12.80 13.00
Obrprrrrprrrr el e b Ll T Tm/z 41.10 0 66.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5624: Ethanone, 1-(2-furanyl)-
95.0
5000 390 110.0 12120 12.40 12.60 12.80 13.00
m/z 111.10 58.94%
2t ‘ 510 67.0 g1 g
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5849: 2,4-Hexadiene, 2,5-dimethyl-
67.0 95.0
39.0 110.0 12120 12,40 12.60 12.80 13.00
5000 27.0 55.0 m/z 69.10 52.22%
15.0 81.0
0”PJLP”JP”'w”dhhW“LM”jM”””LhI”“ﬁ'”P”'P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2612: 4(1H)—Pyr|don [T T T T[T T[T T [ TT T[T
95.0 12.20 12.40 12.60 12.80 13.00
m/z 55.00 51.25%
5000
67.0
50.0 ‘
O e e e e e e DN ISR BN SUNA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80 13.00

8270-BM072318_.M Thu Aug 09 15:00:57 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 12 unknownl2.75 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.75 7.72 ng 164179 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.7-Dimethvloctahvdrocoumarin 182 C11H1802 1000109-81-5 27
2 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 15
3 Cvclohexaneethanol. 4-methvl-_.be... 154 C10H180 015714-12-2 14
4 Spirol3.51Inonan-1-one. 5-methvl-... 152 C10H160 065147-56-0 14
5 3-Oxatricyclo[4.2.0.0(2,4)]octan... 124 C7H802 1000211-18-1 14
Abundance Scan 1609 (12.751 min): BM016268.D (-1605) (-) m/z 55.05 100.00%
41.1 53.0
95.0
74.0
5000
152.1
110.0 e
134.0 | 12.40 12.60 12.80 13.00
o At m/z 41.10 84.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43842: 5,7-Dimethyloctahydrocoumarin
.0
110.0
5000 AU SRR
12.40 12.60 12.80 13.00

m/z 95.05 69.37%

138.0
123.0
o 1530 182.0
- T I T T 1T I T T 1T I L I T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5892: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95.
R ERRAEEE SR
41.0 67.0 12.40 12.60 12.80 13.00
5000 570 "0 610 m/z 39.05 55.56%
' 110.0
0 m‘ I m‘h 1| Y AL
e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25706: Cyclohexaneethanol, 4-methyl-.beta.-methylene-, trans e o e B
55.0 12.40 12.60 12.80 13.00
81.0 m/z 74.00 53.75%
5000 41.0 95.0
27.0 ‘ 121.0 136.0
oL T s
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00

8270-BM072318_.M Thu Aug 09 15:00:58 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 13 unknownl2.84 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.84 6.58 ng 139939 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclopropenoic acid.l-butvl. m... 154 C9H1402 067500-40-7 40
2 3-Hvdroxvpvridine-N-oxide 111 C5H5NO2 006602-28-4 40
3 Spirol4.51decan-6-one 152 C10H160 013388-94-8 38
4 1.4-Pentadiene. 2-methvl- 82 C6H10 000763-30-4 38
5 6-Methyl-3-heptyne 110 C8H14 054050-92-9 38
Abundance Scan 1624 (12.839 min): BM016268.D (-1618) (-) m/z 95.10 100.00%
39.0 931 1111
67.0 130.9 1450
5000
s54l0 81.0 160.0
" 12:60 12.80 13.00 13.20
o} m/z 111.05 85.36%
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
39.0 950 1110
53.0 '
5000 LRELLN BN SULEILN UL SRS
79.0 1260 12.80 13.00 13.20
6610 m/z 39.05 80.33%
0 125.0 139.0 154.0
m/z--> 10 20 §o 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5919: 3-Hydroxypyridine-N-oxide
95.0 111.0
" 12:60 12.80 13.00 13.20
5000 39.0 g m/z 41.10 76.82%
o.fﬁgw””.”‘mnwﬁ.”ﬂ.”.H”.H.””ﬂ”w””“”q””“”w””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23967: Spiro[4.5]decan-6-one Rm e R
67.0 12.60 12.80 13.00 13.20
111.0 m/z 67.00 59.66%
5000 41.0
g0 980
54,0 152.0
O.HP.HPHWH.WHHJ”“”..”w”... Mwnﬁ%iﬂ“.q””“.”“”. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1260 12.80 13.00 13.20

8270-BM072318_.M Thu Aug 09 15:00:59 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 14 Z-1,9-Dodecadiene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.92 14.79 ng 358546 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-1.9-Dodecadiene 166 C12H22 1000245-71-0 50
2 2-Propen-l1-amine. N.N-di-2-prope... 137 C9H15N 000102-70-5 47
3 Cvclohexanol. 2-(2-propvnvloxv)-... 154 C9H1402 007229-32-5 47
4 Cvclopropanecarboxyvlic acid. 2-p... 156 C9H1602 1000278-80-0 43
5 E-1,5,9-Decatriene 136 C10H16 1000245-71-7 40
Abundance Scan 1638 (12 922 min): BM016268.D (-1629) (-) m/z 41.10 100.00%

5000

12.60 12.80 13.00 13.20

0 m/z 55.10 95.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33284: Z-1,9-Dodecadiene
41.0
55.0
5000 LA L L L L L LB B |
12.60 12.80 13.00 13.20
68.0 81.0 95.0 m/z 95.05 80.38%
o 109.0123.0 138.0151.0 166.0
- L I T T 17T I L I T T T T I L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16208: 2-Propen-1-amine, N,N-di-2-propenyl-
41.0
A REEEEEaSS
12.60 12.80 13.00 13.20
5000 110.0 m/z 39.05 68.28%
27.0 540 980810 96.0 137.0
SR R i Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #26437: Cyclohexanol, 2-(2-propynyloxy)-, trans- A REEEEEaSS
41.0 12.60 12.80 13.00 13.20
0
- 820 m/z 69.00 67.14%
5000 ' o1
97.0
!
ol 240l e My Wl 20 180 o0 b7
m/z--> 20 40 60 80 100 120 140 160 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 15 1-Ethynylcyclopentanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.00 8.62 ng 209048 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvnvlcvclopentanol 110 C7H100 017356-19-3 64
2 1.2-Dipropvlcvclopropene 124 C9H16 010306-92-0 58
3 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 019781-47-6 58
4 1-Hvdroxvmethvl-2-methvl-1-cvclo... 126 C8H140 029474-11-1 49
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 49

Abundance Scan 1651 (12.998 min): BM016268.D (-1645) (-) m/z 95.05 100.00%

411 g5¢ 95.0

5000

12.60 12.80 13.00 13.20 13.40

(0} m/z 41.10 89.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5662: 1-Ethynylcyclopentanol
67.0 81.0
39.0 530
95.0
5000 LA L L L L L L L L LY LB
12. 60 12. 80 13. OO 13. 20 13. 40
2% 109.0 m/z 55.05 82.97%
(0} frer e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10323: 1,2- Dlpropylcyclopropene
67.0 81.0 95.0
T T
27.0 12.60 12.80 13.00 13.20 13.40
5000 53.0 m/z 81.05 62.12%
124.0
? ‘ 109.0
M T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10390: Cyclohexane, 1,3-dimethyl-2-methylene-, cis- A e o
67.0 109.0 12.60 12.80 13.00 13.20 13.40
' m/z 69.10 57.97%
82.0
5000 41.0 95.0
27.0 ‘ ‘0 124.0
OHPHWHNPHJM”th””pﬂhmnhm.””M”.””.”q””“”q””“” e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12. 60 12. 80 13. OO 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 16 2-Penten-4-yn-1-ol, 3-methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.30 6.90 ng 167388 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Penten-4-vn-1-ol. 3-methvl-. (E)- 96 C6H80 006153-06-6 50
2 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 45
3 1.4-Heptadiene. 3-methvl- 110 C8H14 001603-01-6 43
4 1H-Imidazole. 2-ethvl- 96 C5H8N2 001072-62-4 43
5 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 38
Abundance Scan 1702 (13.298 min): BM016268.D (-1698) (-) m/z 81.10 100.00%
1 950
5000
13.00 13.20 13.40 13.60
o} m/z 41.10 98.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2773: 2-Penten-4-yn-1-ol, 3-methyl-, (E)-
81.0 95.0
41.0
67.0
5000 LR SRR SRR BN SR
13.00 13.20 13.40 13.60
m/z 95.05 92.76%
0 {ﬁJlL“”P”W”h'”W””P”W””P“W”“P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5861: 1-Methyl-2-methylenecyclohexane
67.0
950 rTyrrrryrrrryrrrTTTTT
81.0 13.00 13.20 13.40 13.60
5000 390 m/z 55.10 80.88%
: 110.0
53.0
O'W““fﬂﬁ“”h“”m“v“t““W“wuhVHWH“VHWH“P“W““P“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5816: 1,4-Heptadiene, 3-methyl- R R B
81.0 13.00 13.20 13.40 13.60
67.0 m/z 69.05 69.53%
41.0 9.0
5000 21.0
% 110.0
0
Obrrprerpret ...zllu..ﬁlll. T — R —
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 17 unknownl14.40 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.40 6.59 ng 159911 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclodecadiene. (E.Z2)- 136 C10H16 001124-78-3 45
2 Cvclohexane. 1-butenvlidene- 136 C10H16 036144-40-8 38
3 Cvclopentene 68 C5H8 000142-29-0 35
4 1.6-Cyclodecadiene 136 C10H16 007049-13-0 35
5 2H-Pyran, 5,6-dihydro-2-methyl- 98 C6H100 055230-25-6 30
Abundance Scan 1889 (14.398 min): BM016268.D (-1883) (-) m/z 41.05 100.00%
41.0 67.1
5000
|||‘ h " 14.00 14.20 1440 14.60 14.80
0 LAY m/z 67.10 86.21%

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

Abundance #15192: 1,5-Cyclodecadiene, (E,2)-
67.0 79.0
54.0 93.0
e T 14100 14120 14140 14160 1450
107.0 121.0 : ' ' : :
21.0 136.0 m/z 39.05 70.03%
O.PJH”uhnqm”“ﬂh”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15197: Cyclohexane, 1-butenylidene-
79.0
R RS R
67.0 14.00 14.20 14.40 14.60 14.80
5000 39.0 " 8O o 136.0 m/z 79.05 64.96%
27.0 55.0
‘ ‘ 121.0
0 l ALl \‘H\ \‘M \‘\ \‘ LI ‘ |
et e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #418: Cyclopentene A e o
67.0 14.00 14.20 14.40 14.60 14.80
m/z 77.00 62.12%
5000
39.0 530
27.0 ‘
0.“”h”mm”wnnﬂwq””“”w””“”w””“”w””“”w””“”q”. e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl14.57 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .57 9.41 ng 228217 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-Hvdroxv-3-phenvl-4H-1.2.4-tria... 161 C8H7N30 031409-47-9 46

2 Benzene. l-isothiocvanato-2-methvl- 149 C8H7NS 000614-69-7 25
3 m-Tolvl isothiocvanate 149 C8H7NS 000621-30-7 15
4 Benzo(b)thiophene-6-carboxvlic acid 178 C9H602S 006179-26-6 11
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 11
Abundance Scan 1918 (14.569 min): BM016268.D (-1914) (-) m/z 149.00 100.00%
149.0
77.0 911
178.0
5000
163.0 14.20 14.40 14.60 14.80
01 Al m/z 145.00 86.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30234: 4-Hydroxy-3-phenyl-4H-1,2,4-triazole
145.0
104.0
77.0
161.0
5000
14.20 14.40 14.60 14.80
280 510 118.0 m/z 77.05 69.56%
ol SN NS S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22530: Benzene, 1-isothiocyanato-2-methy!-
149.0
14.20 14.40 14.60 14.80
5000 m/z 91.10 66.31%
910 117.0
510 650 ‘
NI Mw A Lol
m/z--> 20 40 100 120 140 160 180
Abundance #22511. m-Tolyl isothiocyanate R i o
149.0 14.20 14.40 14.60 14.80
91.0 m/z 178.00 54_07%
5000
‘ 117.0 ‘
0 .1.5.'0,.‘a : .“,‘a‘.”k : ,“‘l e A P ,..“. B
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 19 1-Naphthalenecarboxylic aci... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.14 6.75 ng 154574 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 87
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 43
3 Benzene.l-methvl-1.2-propadienvl- 130 C10H10 022433-39-2 30
4 Benzene. l1l-butvnvl- 130 C10H10 000622-76-4 30
5 1H-2,3-Benzodiazepine, l-methyl- 158 C10H10N2 029100-32-1 25

Abundance Scan 2185 (16.139 min): BM016268.D (-2182) (-) m/z 131.05 100.00%

131.1

5000

15.80 16.00 16.20 16.40
m/z 176.00  57.53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-

5000
15.80 16.00 16.20 16.40

m/z 115.05 52 .33%

0 S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131.0
e o A REREE R
15.80 16.00 16.20 16.40
5000 91.0 176.0 m/z 130.10 42 _.27%
115.0
51.0
ol ] | 1s80
O et el A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12686: Benzene, 1-methyl-1,2-propadienyl- S e
116.0130 0 15.80 16.00 16.20 16.40
m/z 129.00 39.27%
5000
51.0
77.0
27.0 ‘
0.,w..h..h,m.n$“%%9ﬁ.”l,u.kw....,”..,..”,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016268.D

Aca On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample : J4328-07

Misc :

ALS Vial : 24 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 20 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 11.67 ng 267470 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Nonanoic acid 158 C9H1802 000112-05-0 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2563 (18.363 min): BM016268.D (-2558) (-) m/z 43.05 100.00%
4p0 73.0
5000
129.0 213.2 T
| 157.1 1851 256.2 18.00 18.20 18.40 18.60
O m/z 41.10 97 .49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LR UL BIGRRR B B
mmmmmmmm
120.0 256.0 m/z 60.00 79.40%
. DL 70 12201000 1710 10462130 23720
m/z--> 25 45 60 éo 160 150 150 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 m/z 73.00 78.82%
129.0
0 ..,.M..UJ..V‘NAJ‘MM.JW...;,....,u..n | Asso L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid i B Ea R
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.10 76.39%
h T M/\\L
185.0
97.0 228.0
0180 S HH‘ MH M‘ulu‘:‘::l‘::l:s?(:):‘uu S ' |l||||||||| S R R
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO80818\
Data File : BM016268.D

Acq On : 09 Aug 2018 04:03

Operator : SJ/JU

Sample - J4328-07

Misc :

ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .66 7.66 58.4 ng 868880 1 8.13 297679 20.0
Benzene, l-ethyl-_.. 10.33 6.8 ng 145720 2 10.95 425286 20.0
3-Octyne, 2,2-dim... 10.68 7.0 ng 149890 2 10.95 425286 20.0
unknownl1l.11 11.11 7.6 ng 161265 2 10.95 425286 20.0
unknownl11.40 11.40 11.4 ng 243005 2 10.95 425286 20.0
unknownll.52 11.52 8.1 ng 172580 2 10.95 425286 20.0
Bicyclo[3.1.0]hex... 11.69 8.0 ng 170648 2 10.95 425286 20.0
unknownl12 .03 12.03 7.8 ng 165749 2 10.95 425286 20.0
Bicyclo[2.2.1]hep... 12.17 6.7 ng 142561 2 10.95 425286 20.0
unknownl12 .59 12.59 9.2 ng 194605 2 10.95 425286 20.0
unknownl12 .75 12.75 7.7 ng 164179 2 10.95 425286 20.0
unknownl12 .84 12.84 6.6 ng 139939 2 10.95 425286 20.0
Z-1,9-Dodecadiene 12.92 14.8 ng 358546 3 14.77 484986 20.0
1-Ethynylcyclopen... 13.00 8.6 ng 209048 3 14.77 484986 20.0
2-Penten-4-yn-1-o... 13.30 6.9 ng 167388 3 14.77 484986 20.0
unknownl14 .40 14 .40 6.6 ng 159911 3 14.77 484986 20.0
unknownl14 .57 14.57 9.4 ng 228217 3 14.77 484986 20.0
1-Naphthalenecarb... 16.14 6.8 ng 154574 4 17.50 458326 20.0
n-Hexadecanoic acid 18.36 11.7 ng 267470 4 17.50 458326 20.0

8270-BM072318.M Thu Aug 09 15:01:04 2018 Page: 24



