LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

# min scan scan scan TY heiaht area % max. total
1 3.174 11 14 22 rVB 28085 42328 1.86% 0.234%
2 5.142 343 349 356 rVB 16884 27469 1.21% 0.152%
3 5.535 411 416 422 rBV 18616 30292 1.33% 0.167%
4 5.612 422 429 436 rVB 117408 202794 8.90% 1.120%
5 7.216 696 702 713 rBV2 95619 234724 10.31% 1.297%
6 7.586 757 765 772 rBV 245054 438039 19.23% 2.420%
7 8.056 837 845 857 rBV 91388 186518 8.19% 1.030%
8 8.156 857 862 874 rVB 20374 41403 1.82% 0.229%
9 8.379 893 900 905 rBV 334077 587231 25.79% 3.244%
10 8.420 905 907 920 rVB 69063 115737 5.08% 0.639%
11 9.078 1014 1019 1023 rBvV2 28141 50057 2.20% 0.277%
12 9.149 1024 1031 1037 rvv2 38426 80742 3.55% 0.446%
13 9.237 1037 1046 1052 rvv2 341816 668352 29.35% 3.692%
14 9.672 1114 1120 1127 rBV 39116 79560 3.49% 0.440%
15 9.883 1151 1156 1161 rBV3 14026 29485 1.29% 0.163%
16 10.101 1189 1193 1204 rVB7 18292 42697 1.87% 0.236%
17 10.218 1206 1213 1215 rBvV2 32547 61234 2.69% 0.338%

18 10.253 1215 1219 1232 rVB3 85808 190560 8.37% 1.053%
19 10.441 1240 1251 1253 rBVS8 39364 104986 4.61% 0.580%
20 10.582 1269 1275 1291 rVB7 43793 161985 7.11% 0.895%

21 10.747 1294 1303 1304 rBV7 13319 33065 1.45% 0.183%
22 10.876 1315 1325 1334 rBV 157892 328666 14.43% 1.816%
23 11.017 1344 1349 1354 rBVS 16112 28856 1.27% 0.159%
24 11.158 1366 1373 1377 rBV7 33418 79759 3.50% 0.441%
25 11.199 1377 1380 1388 rVB2 36755 61050 2.68% 0.337%

26 11.288 1388 1395 1401 rBV5 83803 197737 8.68% 1.092%
27 11.352 1401 1406 1414 rVB 207982 374555 16.45% 2.069%
28 11.434 1414 1420 1422 rBV2 34125 63576 2.79% 0.351%
29 11.634 1446 1454 1456 rBV2 81967 171107 7.51% 0.945%
30 11.669 1456 1460 1469 rVV3 145548 317037 13.92% 1.752%

31 11.740 1469 1472 1479 rVvVv4 36904 77443 3.40% 0.428%
32 11.810 1480 1484 1487 rVV6 20270 38603 1.70% 0.213%
33 11.852 1488 1491 1494 rVVv2 29483 52100 2.29% 0.288%
34 11.887 1494 1497 1507 rVB6 38719 87331 3.83% 0.482%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.022 1516 1520 1526 rVB2 87333 139148 6.11% 0.769%

36 12.269 1556 1562 1567 rVBS8 34369 68846 3.02% 0.380%
37 12.468 1591 1596 1600 rBV 130339 202172 8.88% 1.117%
38 12.586 1613 1616 1621 rVB2 32256 48701 2.14% 0.269%

39 12.674 1621 1631 1638 rBV3 332764 668508 29.35% 3.693%
40 12.745 1639 1643 1650 rVB5 68645 139132 6.11% 0.769%

41 12.821 1651 1656 1658 rBV3 28533 51585 2.27% 0.285%
42 12.986 1679 1684 1686 rBV5 32228 48628 2.14% 0.269%
43 13.038 1686 1693 1705 rVB2 374822 709374 31.15% 3.919%
44 13.168 1712 1715 1719 rBV4 26168 38361 1.68% 0.212%
45 13.215 1719 1723 1724 rBV3 26565 37912 1.66% 0.209%
46 13.315 1732 1740 1746 rBVY 948593 1509920 66.30% 8.342%
47 13.373 1746 1750 1754 rBV3 35667 68387 3.00% 0.378%
48 13.561 1778 1782 1788 rVB5 29913 45166 1.98% 0.250%
49 13.655 1795 1798 1805 rVB6 24751 48285 2.12% 0.267%
50 13.855 1821 1832 1833 rBVS 35211 89034 3.91% 0.492%

51 13.884 1834 1837 1841 rVV3 52820 100071 4_.39% 0.553%
52 13.961 1841 1850 1864 rVV3 170607 602755 26.47% 3.330%

53 14.067 1864 1868 1871 rVV3 58613 99221 4_36% 0.548%
54 14.102 1871 1874 1877 rVV4 31387 41976 1.84% 0.232%
55 14.137 1877 1880 1885 rVB 50456 75071 3.30% 0.415%

56 14.219 1885 1894 1902 rBV3 88288 187402 8.23% 1.035%
57 14.355 1913 1917 1924 rVB2 88819 135537 5.95% 0.749%
58 14.478 1934 1938 1941 rBV2 32938 51724 2.27% 0.286%
59 14.531 1941 1947 1955 rVB3 100028 206140 9.05% 1.139%
60 14.695 1968 1975 1984 rVB2 247109 451841 19.84% 2.496%

61 14.795 1984 1992 1998 rBV 48525 112919 4._.96% 0.624%

62 14.866 1998 2004 2006 rBV3 34431 68879 3.02% 0.381%
63 14.966 2017 2021 2024 rBvV4 38033 59523 2.61% 0.329%
64 15.089 2037 2042 2044 rBV3 23619 40934 1.80% 0.226%
65 15.218 2060 2064 2069 rVBS8 21321 36696 1.61% 0.203%
66 15.342 2076 2085 2088 rBV10 32445 72754 3.19% 0.402%
67 15.424 2094 2099 2104 rBV 85280 130411 5.73% 0.720%
68 15.571 2118 2124 2131 rBV 16838 47033 2.07% 0.260%
69 15.677 2137 2142 2147 rVB 60454 88134 3.87% 0.487%
70 15.729 2147 2151 2158 rBV6 26670 52438 2.30% 0.290%
71 15.876 2173 2176 2182 rVB 15608 23511 1.03% 0.130%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.182 2223 2228 2235 rVB3 479911 752520 33.04% 4_.157%
73 16.405 2259 2266 2272 rBV 198681 340110 14.93% 1.879%

74 16.499 2278 2282 2286 rVB 25454 32336 1.42% 0.179%
75 16.558 2286 2292 2298 rVV3 44131 87571 3.85% 0.484%
76 16.617 2298 2302 2307 rVvV 46696 72387 3.18% 0.400%
77 16.658 2307 2309 2314 rVB3 18172 25844 1.13% 0.143%
78 16.816 2330 2336 2342 rBvV4 32294 65341 2.87% 0.361%
79 16.887 2344 2348 2350 rBV 21961 28048 1.23% 0.155%
80 17.439 2436 2442 2453 rVB2 305818 491614 21.59% 2.716%
81 17.868 2510 2515 2522 rBV6 15766 31393 1.38% 0.173%
82 18.297 2584 2588 2596 rBV 69364 109851 4.82% 0.607%
83 19.695 2824 2826 2834 rVB2 19871 31470 1.38% 0.174%
84 20.042 2878 2885 2895 rVB 1693659 2277366 100.00% 12.582%
85 20.718 2997 3000 3006 rVB6 20727 27809 1.22% 0.154%
86 20.800 3010 3014 3019 rBVS5 18383 28672 1.26% 0.158%
87 21.311 3097 3101 3109 rBvV 66316 98466 4._.32% 0.544%
88 21.716 3164 3170 3180 rBV2 327074 559524 24_.57% 3.091%
89 22.463 3294 3297 3304 rVB2 30460 47952 2.11% 0.265%
90 23.162 3410 3416 3424 rVB2 41584 81816 3.59% 0.452%

91 23.356 3443 3449 3458 rVB 86059 173186 7.60% 0.957%
92 23.973 3548 3554 3563 rVB2 47101 113822 5.00% 0.629%
93 24.930 3710 3717 3722 rBV2 38298 93454 4._.10% 0.516%
94 25.018 3723 3732 3744 rVB2 180753 537218 23.59% 2.968%
95 26.070 3901 3911 3921 rBV3 31984 107594 4.72% 0.594%

Sum of corrected areas: 18100571
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\

BG038852.D

27 Dec 2018 20:37

JussJ

J6549-01

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG038852.D
1500000
1000000
500000
8.38 9.24 12.67
7.59
5.61 7.22 8.06
o 5.14 5.%4 N 8.1 42 : 9@6.89@@6@7&1 2
e e R M T A B e et A R R
Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 1100 1150 1200 1250
Abundance TIC: BG038852.D
20.04
1500000
1000000{ 13.31
500000
: 21.72
18.30 19.70 oporao 2131 22 46
O L e I T e e e B e e e e B R R e
ﬁmn1%0Bm1momm1mommlmomm1monmlmommlwommzmommzmommzmonm
Abundance TIC: BG038852.D
1500000
1000000
500000
25.02
233336 2397 z‘ﬁﬁ@ 26.07
S R R e e e e e R A B e o R o e B
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.59 Concentration Rank 2

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

7.59 46.97 ng 438039 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 766 (7.592 min): BG038852.D (-757) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 0 oo J 7o Th0 1o 75D 800
01 I m/z 68.00 38.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A R LR AR B
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 133.90 33.10%
51.0 70.0 86.0
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 26.49%
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14491 5-Aminoindole LI L L L L N B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.74%
5000
104.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Indane Concentration Rank 9

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

8.42 12.41 ng 115737 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 72

Abundance Scan 907 (8.420 min): BG038852.D (-905) (-) m/z 117.00 100.00%
11%.0
5000 j\[\
91.0 IA"P"W"”I'”'I”
3.0 510 630 ., | 103.0 8.00 820 8.40 860 8.80
Ol bl - m/z 118.00 68 65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane
117.0
5000 LRI U R UL
8.00 8.20 8.40 8.60 8.80
39.0 58.0 91.0 m/z 115.00 24 .45%
oL 130 21O J |y 710 | 1030
miz--> b % % 4 @ 60 7o 8 90 160 110 130
Abundance #8966: Benzene, cyclopropyl-
117.0
8.00 8.20 8.40 8.60 8.80
5000 910 m/z 91.00 16.61%
39.0 510 63.0
77.0 103.0
0..w?§q“?1?”.M.H.N.J,WL..MH“.”HM.WN”.“.”u”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl-
117.0 8.00 8.20 8.40 8.60 8.80
m/z 51.00 12.51%
5000 91.0
39.0 510 65.0 78.0 103.0
0'”I”'W'”'P'”M”'dt”lPU”I”J“'”'P'”IM'W'JﬁP'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 16

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

9.15 8.66 ng 80742 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 87
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 87
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
4 p-Cvmene 134 C10H14 000099-87-6 87
5 o-Cymene 134 C10H14 000527-84-4 86

Abundance Scan 1031 (9.149 min): BG038852.D (-1024) (-) m/z 119.00 100.00%
119.0
5000
910 134.0
39.0 51.0 g49 77.0 105.0 | 8.80 9.00 9.20 9.40
G P NP RO R 1 S N m/z 134.00 30.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 8.80 9.00 9.20 9.40
1310 m/z 91.00  23.06%
20 150 270 390 510 650 77.0 91.0 1050
BT S 0 At gt qageagggeqpsesgpseagsr A P A A Y
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 117.00 21.48%
91.0 134.0
77.0 105.0
0 150 27,0 390 530 689 | S| _—
miz--> 5710 20 % 40 0 60 70 80 90 1060 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- P e
119.0 8.80 9.00 9.20 9.40
m/z 115.00 11.55%
5000
91.0 134.0
150 27.0 39.0 51.0 §0W0 mf)H
O T T [ T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.25 11.60 ng 190560 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 90
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 89
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 89
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 89
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 89
Abundance Scan 1218 (10.248 min): BG038852.D (-1215) (-) m/z 117.00 100.00%
117.0
5000
91.0 134.0
390 0 650 710 | 020 |\ " 600 1020 1040 1060
T PSP PN WA R YT m/z 119.00 90.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
132.0 . N
5000 RN SUNLILN SR BUURN B
91.0 10.00 10.20 10.40 10.60
390 510 650 770 105.0 m/z 114.95 34 .70%
150 270 |l L]
O'WH'W“*l““V'“““'UI|'“m”'w““|m”|““v'ﬂwh'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14046: Benzene, 2-butenyl-
117.0
910 10.00 10.20 10.40 10.60
5000 : 132.0 m/z 91.00 32.99%
510 650
270 | ‘ 103.0
O'WH'W“”l““V'“h“'J“"HWH'W““lm”l“JV'”mM'V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0 10.00 10.20 10.40 10.60
m/z 134.00 32.02%
5000
1.0 132.0
wOSU)GM)"O ‘ 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,00 10,20 10.40 10.60

8270-BG121218 .M Fri Dec 28 10:53:09 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl10.44 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.44 6.39 ng 104986 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4-Methvlcvclohexanol. trif... 210 C9H13F302 1000364-13-8 38
2 trans-2-Methvlcvclohexanol. pent... 260 C10H13F502 1000364-13-4 38
3 trans-2-Methvlcvclohexanol. trif... 210 C9H13F302 1000364-13-3 35
4 6-Methvl-bicvclol4.2.0loctan-7-one 138 C9H140 1000193-87-2 35
5 3-Hepten-1-ol 114 C7H140 010606-47-0 35
Abundance Scan 1251 (10.441 min): BG038852.D (-1240) (-) m/z 59.00 100.00%
54.0 810
5000 410
97.0
| 137.9 10.20 10.40 10.60 10.80
0 L o R o i m/z 43.00 95.67%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #69897: trans-4-Methylcyclohexanol, trifluoroacetate
81.0
5000 55.0 LRI UL LB UL

10.20 10,40 10.60 10.80
m/z 80.95 93.13%

L AT TR YT
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #110180: trans-2-Methylcyclohexanol, pentafluoropropionate
81.0
55.0 10.20 10.40 10.60 10.80
m/z 58.00 85.12%
5000 119.0
0 290“‘\ Hm ‘\ Ll 9\\0 1470 1750 203.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69896: trans-2-Methylcyclohexanol, trifluoroacetate
81.0 10.20 10.40 10.60 10.80
m/z 55.00 82.87%
5000 550
0 290 ‘h\ I, il 9 0 125.0 153.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl0.58 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.58 9.86 ng 161985 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 46
2 Isobutvramide. N-methallvl- 141 C8H15NO 1000339-96-0 43
3 Butane. l1-bromo-2-methvl-. (S)- 150 C5H11Br 000534-00-9 38
4 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 38
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1000309-15-8 38
Abundance Scan 1275 (10.582 min): BG038852.D (-1269) (-) m/z 71.00 100.00%
71.0
59.0
5000 43.0
97.0
5.0 1090 123.1 1410 10.20 10.40 10.60 10.80
o} m/z 59.00 58.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1791: 3-Buten-2-ol, 2-methyl-
43.0 10
5000
59.0 10.20 10.40 10.60 10.80
27.0 m/z 43.00 42 _.41%
15|IO ||I|| | bl man 86:'0
0"I""I""I""i""l""'l"':I""'I""I""I""I""I""I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19051: Isobutyramide, N-methallyl-
71.0
s 10120 1040 1060 1080
5000 55.0 m/z 41.00 36.84%
141.0
. 2?9 i || 840 ggo 1120 126.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24087: Butane, 1-bromo-2-methyl-, (S)- e
41.0 71.0 10.20 10.40 10.60 10.80
m/z 81.00 31.52%
5000 55.0

A ; 93.0 107.0 12301350 150.0

e S i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80

8270-BG121218_.M Fri Dec 28 10:53:10 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Methylindan-2-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.29 12.03 ng 197737 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindan-2-ol 148 C10H120 033223-84-6 50
2 4-Methvlphenvl acetone 148 C10H120 002096-86-8 50
3 Benzenepropanal. .beta.-methvl- 148 C10H120 016251-77-7 43
4 Benzene. (l-methvlbutvl)- 148 C11H16 002719-52-0 38
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 38
Abundance Scan 1395 (11.288 min): BG038852.D (-1388) (-) m/z 43.00 100.00%
. \k/\/\[k\A
11,00 11.20 11.40 11.60
of m/z 105.00 78 .05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22618: 2-Methylindan-2-ol
43.0 105.0
5000 148.0
11.00 11.20 11.40 11.60
770 910 m/z 88.00 28 .69%
0 o, 830 g ] , 1880 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22636: 4-Methylphenyl acetone
105.0
11.00 11.20 11.40 11.60
5000 43.0 m/z 106.00 27 .86%
77.0 148.0
) 20 | 630 | 910 o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22687: Benzenepropanal, .beta.-methyl-
105.0 11.00 11.20 11.40 11.60
m/z 148.00 26 .47%
148.0
5000 770 30 133.0
51.0
0||||2|7|.O|||||||||||||||||||||1e-g|.9||||||||||||||| A e
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60

8270-BG121218.M Fri Dec 28 10:53:11 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4-Methylphenyl acetone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.35 22.79 ng 374555 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-MethvIphenvl acetone 148 C10H120 002096-86-8 94
2 Benzenepropanal. _beta.-methvl- 148 C10H120 016251-77-7 68
3 Benzene. (l-methvlbutvl)- 148 C11H16 002719-52-0 68
4 Ether. p-methvlbenzvl vinvl 148 C10H120 026437-10-5 50
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 50
Abundance Scan 1406 (11.352 min): BG038852.D (-1401) (-) m/z 105.00 100.00%

106.0
43.0
5000
770 148.0
I 63.0 91.0 ‘ 117.0 132.9 ‘ 11.00 11.20 11.40 11.60

o

"I""I'"'I""II""I""I:I'I"I"'!I""'Il""l'|!"'I""I""I""I""II""I' m/z 43.00 66.99%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22636: 4-Methylphenyl acetone
105.0
43.0

5000 LA L L N L LB L
11.00 11.20 11.40 11.60
77.0 148.0 m/z 148.00 30.38%
ol 130200 | | 630 10 | w700
R RN E B L B L e A L R iAaRasasnanarc
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22687: Benzenepropanal, .beta.-methy!l-
105.0
R L A RAREE o
11.00 11.20 11.40 11.60
5000 91.0 148.0 m/z 105.95 28.95%
77.0 133.0
51.0
39.0
27.0 I ‘ 65.0 ‘ ‘ 19.0
Ottt e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22788: Benzene, (1-methylbutyl)-
105.0 11.00 11.20 11.40 11.60
m/z 77.00 25.72%
5000
27.0 270 910 148.0
ob 150 ) 390510 g50 7 "1 | 11901330
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60

8270-BG121218_.M Fri Dec 28 10:53:12 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownll1.63 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.63 10.41 ng 171107 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tridecanol 200 C13H280 000927-45-7 43
2 3-Penten-1-ol. 2.2.4-trimethvl- 128 C8H160 005842-53-5 43
3 Sulfurous acid. cvclohexvimethvl... 206 C9H1803S 1000309-21-2 43
4 2-Thiopheneethanol 128 C6H80S 005402-55-1 38
5 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 38
Abundance Scan 1453 (11.628 min): BG038852.D (-1446) (-) m/z 97.00 100.00%
9%1.0
55.0
5000
41.0 8L0
11.40 11.60 11.80 12.00
ol Mse10 | m/z 55.00 64.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61336: 7-Tridecanol
58.0 97.0
5000 41.0 1150 "'11:40 11.60 11.80 12.00
2710 69.0 m/z 60.00 39.35%
o 830 | . 182.0
m/z--> 20 40 60 85 160 150 1&0 1éo 1éo
Abundance #12628: 3-Penten-1-ol, 2,2,4-trimethyl-
55.0 97.0
11.40 11.60 11.80 12.00
5000 41.0 m/z 81.00 37.42%
27.0 69.0
0 H‘ il m “‘m “‘\ ?\30 LI 1172'0 128.0
miz--> % 40 0 80 100 130 140 160 180
Abundance #66497: Sulfurous acid, cyclohexylmethy! ethy! ester L e
55.0 97.0 11.40 11.60 11.80 12.00

m/z 41.00 30.24%

5000
83.0

69.0 ‘
I \ﬁ | Luly 123.0

o,,,,,,,,, e

41.0
270

m/z--> 20 60 80 100 120 140 160 180 11.40 11. 60 11. 80 12. 00

8270-BG121218_.M Fri Dec 28 10:53:12 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzeneethanol, .alpha.,.al... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.67 19.29 ng 317037 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. .alpha...alpha..... 164 C11H160 020834-59-7 90
2 Ethvlbenzene 106 C8H10 000100-41-4 53
3 Benzenamine. 4-butvl- 149 C10H15N 000104-13-2 46
4 Benzeneethanol. .alpha...beta.-d... 150 C10H140 052089-32-4 46
5 p-Xylene 106 C8H10 000106-42-3 46

Abundance Scan 1460 (11.669 min): BG038852.D (-1456) (-) m/z 106.00 100.00%

106.0
59.0 91.0

5000

11.40 11.60 11.80 12.00

0 m/z 59.00 70.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #33674: Benzeneethanol, .alpha.,.alpha.,4-trimethy!-
106.0
59.0
5000 91.0 L e B A e
11.40 11.60 11.80 12.00
149.0 m/z 91.00 66.58%
0 o7 50 | To | 1310 | " 163.0
LA L L R L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5085: Ethylbenzene
91.0
11.40 11.60 11.80 12.00
5000 m/z 105.00 24 .04%
106.0
51.0 65.0 78.0
0 27 0 \‘ | H\
R LRA L B o L B R LARARBERARE:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23350: Benzenamine, 4-butyl-
106.0 11.40 11.60 11.80 12.00
m/z 77.00 15.87%
5000
77.0 149.0
o 290 510 640 | 930 | 1200
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00

8270-BG121218 .M Fri Dec 28 10:53:13 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl12.02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.02 8.47 ng 139148 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 49
2 2-Hexenal. (E)- 98 C6H100 006728-26-3 41
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 22
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 18
5 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 18

Abundance Scan 1520 (12.022 min): BG038852.D (-1516) (-) m/z 55.00 100.00%

0

5000
154.0

:

39

135.0

11.80 12.00 12.20 12.40

110.0

0 m/z 57.00 95.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11359: Cyclohexanone, 3-ethyl-
41.0 83.0
5000 LA L B L L L L L LB
126.0 11.80 12.00 12.20 12.40
‘ 67 m/z 41.00 89.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3174: 2-Hexenal, (E)-
41.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
11.80 12.00 12.20 12.40
5000 m/z 83.00 63.22%
98.0
TR N T ]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans) B e e SRt
58.0 97.0 11.80 12.00 12.20 12.40
m/z 97.00 55.96%
5000
39.0
0 15'0| \M ‘l h il I 7&“0 I“‘ ‘I 11‘ OI I I I I
T T T TT T T T T T T 7 TT T LI LI TT T T TT T T TT T T _'_'_'_l—rl_'_'_'—rl_'_l_'—rl_'_l_'—r'_ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BG121218.M Fri Dec 28 10:53:14 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzene, l-ethyl-4-(2-methy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.47 12.30 ng 202172 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-(2-methvlprop... 162 C12H18 100319-40-2 93
2 Benzene. 1.4-dimethvl-2-(2-methy... 162 C12H18 055669-88-0 87
3 2-Amino-3a.4.5.6.7.7a-hexahvdro-... 162 C10H14N2 1000185-29-8 53
4 o-Cvmene 134 C10H14 000527-84-4 50
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 50
Abundance Scan 1596 (12.468 min): BG038852.D (- 1591) ) m/z 43.00 100.00%
43.0 119.
5000
910 162.0
63.0 .0 105.0 186.0, 40 12.20 12.40 12.60 12.80
X N Y M : m/z 119.00 95.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32302: Benzene, 1-ethyl-4-(2-methylpropyl)-
119.0
5000

12.20 12.40 12.60 12.80
m/z 162.00  35.57%

91.0 162.0
o 270 410 g30 770 | 1050 | 133051470
et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #32315: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0
12.20 12.40 12.60 12.80
5000 m/z 120.00 35.17%
162.0
91.0
140 270 410 g3 77.0 V1050 4050 9470 |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #32096: 2-Amino-3a,4,5,6,7,7a-hexahydro-3H-indene-1-carbon...
119.0 12.20 12.40 12.60 12.80
m/z 91.00 28 .45%
5000
106.0 162.0
o 26.0 390 520 65.0 790 0 13301470 |
T e e e e N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 12.20 12.40 12. 60 12.80

8270-BG121218.M Fri Dec 28 10:53:15 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2(1H)-Naphthalenone, octahy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.67 40.68 ng 668508 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 98
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 93
3 2-Decalone.cé&t 152 C10H160 004832-17-1 70
4 1H-Inden-1-one. octahvdro-7a-met... 152 C10H160 017428-83-0 64
5 Spiro[4.5]decan-2-one 152 C10H160 003643-16-1 46

Abundance Scan 1630 (12.668 min): BG038852.D (-1621) (-) m/z 55.00 100.00%

54.0
81.0
41.0 67.0 108.0
5000 . .

12.40 12.60 12.80 13.00
T e e

m/z 81.00 68.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25226: 2(1H)-Naphthalenone, octahydro-, trans-
41.0 55.0 81.0 108.0
67.0

L

Ot e
mjz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25124: 1-Decalone (cis-trans)
41.0 590 g7 810

o

&

12.40 12.60 12.80 13.00
m/z 41.00 61.08%

5000

|

108.0 e SR S e
12.40 12.60 12.80 13.00
5000 27.0 95.0 152.0 m/z 108.00 57.71%
123.0
0 ,150,,,,,,,,, l‘,‘,1‘7,0, e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25089: 2-Decalone,c&t
55.0 81.0 108.0 152.0 12.40 12.60 12.80 13.00
0
410 67.0 m/z 67.00 54 _.93%
5000 95.0
LA )
o.w””“”.“nﬂﬂuﬁdu.”u‘“ .N”:”u!”mph.aZSHW e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12. 40 12. 60 12. 80 13. 00

8270-BG121218.M Fri Dec 28 10:53:15 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.74 8.47 ng 139132 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 90
2 1-Methvlindan-2-one 146 C10H100 035587-60-1 87
3 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 80
4 Benzene. (2-methvl-1-methvlenepr... 146 C11H14 017498-71-4 68
5 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C10H100 038865-47-3 64
Abundance Scan 1642 (12.739 min): BG038852.D (-1639) (-) m/z 131.00 100.00%
131.0
145.9
5000
103.0 1,5,
51.0 77.0
640 90.0 12.40 12.60 12.80 13.00
ol 380 163.0 m/z 145.95 61.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
146.0
5000 M'|""|""|""|"\'/'\/'\|

12.40 12.60 12.80 13.00

103.0 117.0
m/z 102.95 39.41%
39.0 77.0
63.0 90,0
o 26.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21535: 1-Methylindan-2-one
131.0
146.0
12.40 12.60 12.80 13.00
5000 m/z 116.95 32.31%
. 103.0 117.0
51.0
Oy 280 o680 .wl‘. 200 ..‘:.,....,l...,..‘.‘.,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0 12.40 12.60 12.80 13.00
0
146.0 m/z 115.00 23.36%
5000
51.0 77.0 115.0
a0 210 ‘ ‘ 91.0
0...,.:"..,..l‘a,...‘li‘n..,l‘ ‘H H‘ - “‘....l....l‘l...,.H.‘.,....,....,. TR e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.96 26.68 ng 602755 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 62
2 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 49
3 3.5-Dimethviphenvlacetic acid 164 C10H1202 042288-46-0 43
4 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 38
5 3,6-Dimethyl-4H-furo[3,2-c]pyran... 164 C9H803 036745-38-7 30
Abundance Scan 1850 (13.961 min): BG038852.D (-1841) (-) m/z 164.00 100.00%
119.0

5000

13.60 13.80 14.00 14.20

0 m/z 119.00 91.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33350: Benzoic acid, 2,4,5-trimethyl-
146.0 164.0
119.0

5000
13.60 13.80 14.00 14.20

m/z 149.00 77.19%

0 e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33359: Benzoic acid, 2,4,6-trimethyl-
146.0 164.0
13.60 13.80 14.00 14.20
m/z 146.00 71.75%
5000 119.0
77.0 910
51.0
PR3 M Y e AT X N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33336: 3,5-Dimethylphenylacetic acid
119.0 13.60 13.80 14.00 14.20
m/z 121.00 49 _.45%
5000 164.0
91.0 105.0
77.0
o 26030 a0 "7 | | | ismoume0 |
T e e e e e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl4.22 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.22 8.30 ng 187402 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. di(cvclohexvimethvl... 282 C16H2604 1000309-68-5 27
2 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 22
3 3-Hepten-2-one. (2)- 112 C7H120 069668-88-8 22
4 3-Thiopheneacetamide 141 C6H7NOS 013781-66-3 22
5 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 22
Abundance Scan 1894 (14.219 min): BG038852.D (-1885) (-) m/z 55.00 100.00%
55.0
97.0
5000
" 14.00 14.20 14.40 14.60
o} m/z 97.00 54 _.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #129126: Oxalic acid, di(cyclohexylmethyl) ester
55.0 97.0
5000 IR S SO B B
14.00 14.20 14.40 14.60
41.0 81.0 m/z 41.00 32.04%
o 27.0 |I Ji_111.0125.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6814: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
" 14.00 14.20 14.40 14.60
5000 41.0 m/z 119.00 31.44%
112.0
27.0
‘ 69.0 g4
0 IlwlIll‘ll‘i“lllh\llwlhllI‘llll\llIlwllllllllllllllllll
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6495: 3—Hepten—2—one, (Z)— e L L
55.0 14.00 14.20 14.40 14.60
m/z 60.00 23.04%
97.0
5000 41)0
27.0
60.0 112.0
0 A ‘ \\H‘ M MM 8?0 M
LRI UL S SN SRR UALELELE SURLELELA SURLELELE SARLALEL B LR S SRR B B
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propofol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.53 9.12 ng 206140 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 83
2 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 64
3 Phenol. 2.4-bis(l-methvlethvl)- 178 C12H180 002934-05-6 64
4 Benzene. 1-(1.1-dimethvlethvI)-2... 178 C12H180 000088-40-4 59
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 59
Abundance Scan 1947 (14.531 min): BG038852.D (-1941) (-) m/z 163.00 100.00%
168.0
5000 A/\y~J\
178.0
91.0 117.0 T T
41.0 550 77.0 | || 13?'0169 | 14.20 14.40 14.60 14.80
Ob bt e et M ol] 1969 L m/z 178.00 32.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43975: Propofol
168.0
5000 L S U B B
1780 14.20 14.40 14.60 14.80
270 41.0 70 910 117.0 - m/z 116.95 21.75%
| 630 || | || 18501490
o ...|.|I'. .|||. Sl |'II" llll"| - II'“' L I|I gL - it R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43767: Benzoic acid, p-tert-butyl-
168.0
14.20 14.40 14.60 14.80
5000 m/z 91.00 20.78%
41.0 91.0 135.0 178.0
. 270 | | 630770 115.0 1490 | |
miz--> Bl e e o o to 1k 1k
Abundance #44008: Phenol, 2,4-bis(1-methylethyl)- B B
168.0 14.20 14.40 14.60 14.80
m/z 133.00 15.96%
5000
121.0 1750
o 270 430 430 77.0 9.0 207.0777135.0 494 |
m/z--> 20 4'0 60 80 100 120 140 160 15';0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038852.D

Aca On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample : J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2(3H)-Benzothiazolone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.41 13.84 ng 340110 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 97
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 53
3 2H-Pvran-2-carboxvlic acid. 5-et... 196 C10H1204 019776-81-9 53
4 6-Methvl-7-ox0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 50
5 1,2,4-Triazolo[4,3-a]pyridine-3(... 151 C6H5N3S 006952-68-7 38
Abundance Scan 2267 (16.411 min): BG038852.D (-2259) (-) m/z 150.90 100.00%
150.9
95.9
122.9
5000
50 %89 1600 16.20 16.40 16.60 16.80
o e O 2200 1 P77 95,90 74.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 AU

16.00 16.20 16.40 16.60 16.80
69.0 m/z 122.90 59.64%

28.0 45.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24728: 1,2-Benzisothiazol-3(2H)-one
151.0

16. OO 16. 20 16. 40 16. 60 16.80

5000 m/z 68.90 16.83%
96.0
50. 0 69.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57728: 2H-Pyran-2-carboxylic acid, 5-ethylidene-5,6-dihyd... T T T
151.0 16. OO 16. 20 16. 40 16. 60 16. 80

m/z 121.90 12.91%

43.0
5000
123.0
196.0
95.0
0 I,y 87.0 [ | 168.0 |
R B TR R e e o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG122718\
Data File : BG038852.D

Acq On : 27 Dec 2018 20:37

Operator : JU/SJ

Sample - J6549-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .59 7.59 47.0 ng 438039 1 8.06 186518 20.0
Indane 8.42 12.4 ng 115737 1 8.06 186518 20.0
Benzene, 2-ethyl-_._. 9.15 8.7 ng 80742 1 8.06 186518 20.0
Benzene, l-methyl... 10.25 11.6 ng 190560 2 10.87 328666 20.0
unknownl10.44 10.44 6.4 ng 104986 2 10.87 328666 20.0
unknown10.58 10.58 9.9 ng 161985 2 10.87 328666 20.0
2-Methylindan-2-ol 11.29 12.0 ng 197737 2 10.87 328666 20.0
4-Methylphenyl ac... 11.35 22.8 ng 374555 2 10.87 328666 20.0
unknownll.63 11.63 10.4 ng 171107 2 10.87 328666 20.0
Benzeneethanol, .... 11.67 19.3 ng 317037 2 10.87 328666 20.0
unknownl12 .02 12.02 8.5 ng 139148 2 10.87 328666 20.0
Benzene, l-ethyl-_.. 12.47 12.3 ng 202172 2 10.87 328666 20.0
2(1H)-Naphthaleno... 12.67 40.7 ng 668508 2 10.87 328666 20.0
1H-Inden-1-one, 2... 12.74 8.5 ng 139132 2 10.87 328666 20.0
Benzoic acid, 2,4... 13.96 26.7 ng 602755 3 14.70 451841 20.0
unknownl14 .22 14.22 8.3 ng 187402 3 14.70 451841 20.0
Propofol 14.53 9.1 ng 206140 3 14.70 451841 20.0
2(3H)-Benzothiazo... 16.41 13.8 ng 340110 4 17.44 491614 20.0
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