LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 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-BG010919 .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 3.150 5 10 14 rBV2 43238 76185 2.13% 0.207%
2 3.444 55 60 70 rvB 33418 58439 1.64% 0.159%
3 3.825 107 125 133 rBvV3 44404 205097 5.75% 0.558%
4 4.542 173 247 251 rBv2 325627 3568683 100.00% 9.713%
5 5.177 341 355 359 rBV 116381 295841 8.29% 0.805%
6 5.283 359 373 381 rVB 163027 572441 16.04% 1.558%
7 5.400 381 393 403 rVB2 114112 340811 9.55% 0.928%
8 5.518 406 413 419 rBvV2 40782 79858 2.24% 0.217%
9 5.588 419 425 431 rVB 132599 231891 6.50% 0.631%
10 5.788 431 459 462 rBvV2 123768 680084 19.06% 1.851%

11 6.117 508 515 528 rVB 131380 278645 7.81% 0.758%
12 6.417 553 566 575 rBV 413864 788446 22.09% 2.146%
13 7.210 674 701 703 rBv2 220584 850054 23.82% 2.314%
14 7.562 758 761 767 rBv2 213391 372287 10.43% 1.013%
15 7.650 774 776 778 rBV 121966 125006 3.50% 0.340%

16 8.050 831 844 848 rBv2 191082 562617 15.77% 1.531%
17 8.291 873 885 890 rBv3 323519 708779 19.86% 1.929%
18 8.350 890 895 903 rVvB 298530 542219 15.19% 1.476%
19 8.485 911 918 927 rBv4 100942 225922 6.33% 0.615%
20 8.814 961 974 980 rBV3 349245 1072071 30.04% 2.918%

21 9.207 1034 1041 1048 rVvVv 177226 320976 8.99% 0.874%
22 9.595 1076 1107 1116 rBV3 371330 2306707 64.64% 6.278%
23 9.695 1120 1124 1137 rVB2 61238 124592 3.49% 0.339%
24 9.801 1137 1142 1149 rBV2 44125 89527 2.51% 0.244%
25 9.912 1157 1161 1172 rVB9 21526 63750 1.79% 0.174%

26 10.018 1172 1179 1182 rBV 155237 283117 7.93% 0.771%
27 10.277 1215 1223 1224 rBV 220331 380530 10.66% 1.036%
28 10.294 1224 1226 1230 rVV 70742 140614 3.94% 0.383%
29 10.512 1262 1263 1265 rBV2 146443 127063 3.56% 0.346%
30 10.565 1270 1272 1273 rBV 124056 82668 2.32% 0.225%

31 10.641 1281 1285 1288 rBV3 483535 896024 25.11% 2.439%
32 10.811 1312 1314 1316 rVB 601235 437347 12.26% 1.190%
33 10.841 1316 1319 1325 rVB 150407 241209 6.76% 0.657%
34 10.900 1325 1329 1336 rVB 64036 115076 3.22% 0.313%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 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\HPCHEM1\BNA G\METHODS\8270-BG010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.982 1337 1343 1352 rBV3 133163 312468 8.76% 0.850%

36 11.088 1353 1361 1362 rBV3 206071 328581 9.21% 0.894%
37 11.187 1363 1378 1379 rBV3 886297 2429712 68.08% 6.613%
38 11.328 1398 1402 1408 rVB4 41954 75431 2.11% 0.205%
39 11.422 1411 1418 1425 rBV2 147405 366516 10.27% 0.998%
40 11.487 1425 1429 1435 rVB2 82973 147432 4._.13% 0.401%

41 11.575 1436 1444 1447 rBV 101893 213826 5.99% 0.582%
42 11.610 1447 1450 1458 rVB 145732 265715 7.45% 0.723%
43 11.699 1458 1465 1473 rBV2 662020 1273190 35.68% 3.465%
44 11.781 1474 1479 1480 rBV2 92457 140938 3.95% 0.384%
45 11.951 1501 1508 1520 rBV2 148998 434530 12.18% 1.183%

46 12.086 1526 1531 1537 rBV 420411 726991 20.37% 1.979%
47 12.157 1537 1543 1548 rVB 171098 321694 9.01% 0.876%
48 12.245 1555 1558 1568 rVB7 54904 118192 3.31% 0.322%
49 12.327 1568 1572 1577 rBV4 47023 94683 2.65% 0.258%
50 12.392 1579 1583 1587 rVv4 39678 69980 1.96% 0.190%

51 12.451 1588 1593 1597 rVV3 136338 187555 5.26% 0.510%
52 12.498 1597 1601 1606 rBV3 42985 68228 1.91% 0.186%
53 12.621 1617 1622 1634 rVV3 355052 698869 19.58% 1.902%
54 12.727 1634 1640 1645 rVV3 95062 168408 4.72% 0.458%
55 12.833 1653 1658 1661 rBV3 80978 143111 4.01% 0.390%

56 12.874 1661 1665 1667 rVV 123191 203783 5.71% 0.555%
57 12.909 1667 1671 1682 rVB2 322404 600402 16.82% 1.634%
58 13.003 1682 1687 1688 rBV2 72448 103382 2.90% 0.281%
59 13.032 1688 1692 1699 rVB4 108361 219964 6.16% 0.599%
60 13.120 1699 1707 1714 rVB 317896 542247 15.19% 1.476%

61 13.203 1715 1721 1726 rBV 55485 102364 2.87% 0.279%
62 13.291 1729 1736 1742 rVB 574838 954996 26.76% 2.599%
63 13.426 1750 1759 1762 rBV6 43824 104057 2.92% 0.283%
64 13.479 1762 1768 1774 rVV2 150046 294864 8.26% 0.803%
65 13.614 1785 1791 1798 rBvV4 64879 125714 3.52% 0.342%

66 13.726 1806 1810 1814 rBvV4 38952 67327 1.89% 0.183%
67 13.826 1821 1827 1832 rBV4 107909 263572 7.39% 0.717%
68 13.873 1832 1835 1839 rVVv2 74565 109716 3.07% 0.299%
69 14.119 1870 1877 1881 rBvV4 74219 183868 5.15% 0.500%
70 14.166 1881 1885 1889 rVV5 60732 102044 2.86% 0.278%

71 14.237 1893 1897 1901 rVVv2 76199 113369 3.18% 0.309%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 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\HPCHEM1\BNA G\METHODS\8270-BG010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.290 1901 1906 1910 rVvv2 95431 153512 4 _.30% 0.418%
73 14.343 1910 1915 1922 rVV3 79017 239779 6.72% 0.653%
74 14.401 1922 1925 1931 rVvB4 83313 162760 4 _.56% 0.443%
75 14.472 1933 1937 1941 rBV5 36177 66994 1.88% 0.182%

76 14.513 1941 1944 1948 rVB2 74654 97018 2.72% 0.264%
77 14.672 1966 1971 1977 rVB3 199539 341106 9.56% 0.928%
78 14.789 1986 1991 2000 rBV6 41433 119484 3.35% 0.325%
79 14.948 2014 2018 2023 rBV5 32978 65137 1.83% 0.177%
80 15.030 2028 2032 2037 rVB 82690 136232 3.82% 0.371%

81 15.089 2037 2042 2047 rBV6 47902 82661 2.32% 0.225%
82 15.435 2096 2101 2105 rVV3 95921 186182 5.22% 0.507%
83 15.482 2105 2109 2114 rVB4 86243 129384 3.63% 0.352%
84 15.606 2126 2130 2134 rBV3 41268 79463 2.23% 0.216%
85 15.688 2141 2144 2150 rVB2 76134 115672 3.24% 0.315%

86 16.164 2219 2225 2234 rVB 430508 670994 18.80% 1.826%
87 16.699 2306 2316 2321 rBV 215194 528644 14.81% 1.439%

88 16.757 2322 2326 2329 rBV5 34973 61574 1.73% 0.168%
89 17.039 2370 2374 2381 rBV3 35857 64004 1.79% 0.174%
90 17.415 2433 2438 2450 rVB 233660 365924 10.25% 0.996%
91 18.156 2560 2564 2572 rBV7 33475 61071 1.71% 0.166%
92 18.279 2581 2585 2595 rBV4 134374 228876 6.41% 0.623%
93 18.497 2619 2622 2630 rVB4 38886 76533 2.14% 0.208%

94 20.018 2876 2881 2889 rVB 934950 1226309 34.36% 3.338%
95 21.287 3094 3097 3107 rVB 115357 180007 5.04% 0.490%

96 21.693 3160 3166 3172 rVB2 267263 445215 12.48% 1.212%

97 23.250 3426 3431 3436 rBV3 31488 62305 1.75% 0.170%
98 23.320 3436 3443 3452 rVB 173844 354135 9.92% 0.964%
99 23.931 3539 3547 3553 rVB3 26979 58273 1.63% 0.159%

100 24.965 3714 3723 3738 rVB 150329 460007 12.89%% 1.252%

Sum of corrected areas: 36741550
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG039126.D

2000000

1500000

1000000

500000

.153.44 3.83
04
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG039126.D

2000000

1500000

20.02
1000000

500000
1670  17.42 21.69

18.28 21.29
18.1)p18.50

O T T T T T T T T T T T T T e T T T T T e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039126.D

2000000
1500000
1000000

500000

23.32 24.97
23p5 2393

e e S RS e R R e e R A R A e

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\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Hydrazine, 1,1-dimethyl- Concentration Rank 3

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

4.54 126.86 ng 3568680 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.l1-dimethvl- 60 C2H8N2 000057-14-7 53
2 Butanoic acid 88 C4H802 000107-92-6 45
3 4-Bromobutvric acid 166 C4H7Br02 002623-87-2 38
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 36
5 dl-Serine 105 C3H7NO3 000302-84-1 33

Abundance Scan 247 (4.542 min): BG039126.D (-173) (-) m/z 60.00 100.00%

60
5000
41 73

4.20 4.40 4.60 4.80

o Ot 8 m/z 41.00 30.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #277: Hydrazine, 1,1-dimethyl-
60
42
5000 ||||L

m/z 42.00 29.33%

0 — i
m/z--> 20 40 60 80 100 120 140 160
Abundance #2020: Butanoic acid
60

420 4.40 4.60 4.80
5000 m/z 73.00 27 .88%

73
27 41
el s, | | e
m/z--> 20 40 60 80 100 120 140 160
#: : i
6

18 ,g ‘ 420 4.40 4.60 4.80
I

o

Abundance 35268: 4-Bromobutyric acid
0 420 4.40 4.60 4.80
m/z 45.00 22 _.41%

5000
87
5 69 | 96 107 121 151 167

0....,.u..,.. el S e 2 e

m/z--> 0 80 100 120 140 160 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 2 Butanoic acid, 3-methyl- Concentration Rank 20

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

5.28 20.35 ng 572441 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
2 Hexanoic acid 116 C6H1202 000142-62-1 39
3 Heptanoic acid 130 C7H1402 000111-14-8 39
4 Butanoic acid 88 C4H802 000107-92-6 36
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9

Abundance Scan 373 (5.283 min): BG039126.D (-359) (-) m/z 60.00 100.00%
60 H//ﬂ
5000 41
| 8 500 520 540 560
69 . . : .
o..,....,....,...:|i!|...,‘L?:.”-:-."....',....,...|.,...9.8,....,.1.1.5.,....,.... m/z 41.00 42.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4286: Butanoic acid, 3-methyl-
60
5000 —
41 5.00 520 5.40 5.60
27 ‘ a7 m/z 45.00 27.66%
0 ,....,..Jﬂy...Ji!J..,.nrn'...??..?? ...L,...%?9...,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8071: Hexanoic acid
60
500 520 540 560
5000 73 m/z 39.00 20.86%
41 prﬂ
27 ‘ 87
0"|'%?'|"'M“""M'LL'|§%H'""“i'l'ﬁq"hl"'??""l""l""l'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13414: Heptanoic acid
60 5.00 520 5.40 5.60
m/z 87.00 18.46%
5000 73
41
o7 87
o158 || \M\ 90 L e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Pentanoic acid Concentration Rank 18

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

5.79 24 .18 ng 680084 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Butanoic acid 88 C4H802 000107-92-6 72
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 45
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 42

Abundance Scan 459 (5.788 min): BG039126.D (-431) (-) m/z 60.00 100.00%

60
5000
73

41 I L S A EREEEma
87 540 560 580 600 620

0..,....,....,....,|..|‘.‘?,.53.|!-- NS . AN m/z 73.00  34.05%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4247 Pentanoic acid
60
5000 73

5.40 5.60 5.80 6.00 6.20
41 m/z 41.00 20.34%

o || U7 53, | 67 ‘ 81 87 101
,,,, e N R RREEE
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #2020: Butanoic acid

60

_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_r
5.40 5.60 5.80 6.00 6.20

5000 m/z 45.00 17.32%
73
27 41
o 18 |y |||la7 53 | 67 g1 88
L L L L B L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8071: Hexanoic acid L L L B B
60 5.40 5.60 5.80 6.00 6.20

m/z 55.00 14 _.79%

5000 73
0
27 87
o 15 ]| \‘ a7 53 || 67| 80 | o0
L S UL S S SR I S SULLEL IR WL

m/z--> 10 20 30 40 50 60 70 80 90 100 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Hexylene glycol Concentration Rank 14

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

6.42 28.03 ng 788446 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 90
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 72
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 45
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 45
5 N,N-Dimethylformamide-di-t-butyl... 203 C11H25NO2 036805-97-7 45

Abundance Scan 567 (6.422 min): BG039126.D (-553) (-) m/z 59.00 100.00%
59
43
5000
108 6.00 6.0 6.40 6.60 6.80
o...,....,....,..??',h:|..,??nl':ﬂ..‘??,?.“..,....,....,.'...,.. m/z 43.00 69.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8814: Hexylene glycol
59
43
5000 NSNS SRR RSN

6.00 6.20 6.40 6.60 6.80

21 ‘ g5 m/z 56.00 27.00%
15
o...,..u.:,.%%m,l..??li!J..,.5%.hil..‘??,.?fl..,....,....,1.‘??..,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3910: Oxetane, 2,2,4-trimethyl-
59
43 IIIIIIIIIIIIIIIIIIIIIIII
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.00 21.61%
31 ‘ 85
0...,....,...H\M.??ﬁ.J..,?%j:i....,....,..t.?%..}?Q...,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #15091: 1-Propanol, 2,2'-oxybis-
59 6.00 6.20 6.40 6.60 6.80
m/z 45.00 19.33%
5000
31 45 103
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Hexanoic acid, 2-ethyl- Concentration Rank 2

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

9.60 191.26 ng 2306710 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
3 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 43
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 38
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 38

Abundance Scan 1108 (9.601 min): BG039126.D (-1076) (-) m/z 73.00 100.00%
7B
5000 41
101
J“ 122 9.20 9.40 9.60 9.80 10.00
0 -7 m/z 87.95 84 .80%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
g3
5000 SN R SR
57 9.20 9.40 9.60 9.80 10.00
29 116 m/z 41.00 40.43%
0 J‘!"'J'm']ﬁf" RSN UL SR UL B
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88
9.20 9.40 9.60 9.80 10.00
5000 7 m/z 57.00 40.29%
o N JJ,L‘iL l!;og 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #1972: Hydrazine, 1,2-diethyl-
31 59 88 9.20 9.40 9.60 9.80 10.00
m/z 55.00 29.18%
- ,_fx/~_~¢////\KJ\,fxr\.wx\ﬂ
0 J‘V“" L UL UL UL S UL U L IR SR A I
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknownl0.28 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.28 31.55 ng 380530 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl- 122 C8H100 000090-00-6 46
2 Phenol. 3-ethvl- 122 C8H100 000620-17-7 46
3 Phenol. 4-ethvl- 122 C8H100 000123-07-9 41
4 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 38
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 38
Abundance Scan 1224 (10.283 min): BGO39126.I3 (-1215) (-) m/z 107.00 100.00%
107
5000
122
4‘5 60 77 g7
10.00 10.20 10.40 10.60
69
Obrrprrerprrreye F??','J! el S2 .|:', ) ,|.-:9.?,-.-. It 238 148 1 sz 122.00  32.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9907: Phenol, 2-ethyl-
107
5000
-7 122 10.00 10.20 10.40 10.60
m/z 45.00 28.36%
15 27 ¥ 51 e 91
Orrrprrrrprrtrprrrt preref et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9913: Phenol, 3-ethyl-
107
110,00 10.20 10.40 10.60
5000 m/z 60.00 25.61%
122
77
39
51 g5 94
0 ..,.1.?.,..2.‘.7,...:‘,....i‘:‘...,a.‘a.,...l‘,..8.6:,‘.1..,.‘..l,....,‘.‘...,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9917: Phenol, 4-ethyl- s ma et L
107 10.00 10.20 10.40 10.60
m/z 43.00 24 .16%
5000 /x//rfrwﬂjrj’//J
o} e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Octanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.64 74.29 ng 896024 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 83
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 80
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 47
5 Nonanoic acid 158 C9H1802 000112-05-0 40
Abundance Scan 1285 (10.641 min): BG039126.D (-1281) (-) m/z 60.00 100.00%
60
5000 a1 /
85 "”I'”'I”"k"%'”
|115 135 10.40 10.60 10.80 11.00
o — b ——— m/z 73.00 62.13%
m/z--> 50 100 150 200 250 300 350
Abundance #20839: Octanoic acid
60
5000 41
10.40 10.60 10.80 11.00
85 m/z 57.00 49 _76%
o B e
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60
127 10.40 10.60 10.80 11.00
5000 m/z 43.00 43 .32%
4
85
o WD 199 216 249 273 359
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #8071: Hexanoic acid
60 10.40 10.60 10.80 11.00
m/z 41.00 41 .19%
5000
41
} 87
O}QMHII\ N
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BG010919.M Tue Jan 15 12:54:18 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknownl10.98 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.98 25.91 ng 312468 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 40
2 2-Propvloctanoic acid 186 C11H2202 031080-41-8 38
3 Hvdrazine. 1-butyl-2-ethvl- 116 C6H16N2 003711-26-0 25
4 Propanedioic acid. dimethvl-. di... 188 C9H1604 001619-62-1 22
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 16
Abundance Scan 1343 (10.982 min): BG039126.D (-1337) (-) m/z 73.00 100.00%
7B
5000
a1 102

55
| & 116 10.60 10.80 11.00 11.20
129 . . . .
| .|| . | [ 148 163

"I'"'I""I""I""I""I""I'!"'I""|'I""II"""I"ll'l"'"ll""I""I""I""I' m/z 102.00 39.28%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20841: Valproic Acid
78
5000 102
10.60 10.80 11.00 11.20
4 55 m/z 41.00 33.18%
L M| 88 e
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50065: 2-Propyloctanoic acid
78
102 10.60 10.80 11.00 11.20
5000 " m/z 55.00 25.04%
29 » 87 115
144 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8262: Hydrazine, 1-butyl-2-ethyl-
78 10.60 10.80 11.00 11.20
m/z 43.00 22 .80%
5000 116
30 45 g
101
) SO PR Y N S AY SN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknownl11.09 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.09 27.24 ng 328581 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-0-acetvl-3.4-di-0O-methy... 248 C11H2006 072922-26-0 43
2 Hexanoic acid. 2.4-dimethvl-. me... 158 C9H1802 014251-44-6 38
3 Hexanoic acid. 2.4-dimethvl-. me... 158 C9H1802 014251-45-7 38
4 Pentanoic acid. 2.4-dimethvl-. m... 144 C8H1602 071672-33-8 37
5 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 37

Abundance Scan 1361 (11.088 min): BG039126.D (-1353) (-) m/z 41.00 100.00%

1
55 o3 f
5000 73
101 120

140 207 10.80 11.00 11.20 11.40
0 m/z 55.00 69.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100172: Methyl 2-O-acetyl-3,4-di-O-methyl-6-deoxy-.alpha....
88
75
5000 43

10.80 11.00 11.20 11.40

59 101 116 m/z 56.00 65.68%
o 129 143156 185 204 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30346: Hexanoic acid, 2,4-dimethyl-, methyl ester, (2DL,4L)-
88
10.80 11. 00 11. 20 11.40
5000 57 m/z 88.00 63.38%
41
L] 1
0...,.”.,..”,...w. TS SR VNN NN
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #30348: Hexan0|c acid, 2,4-dimethyl-, methy! ester, [S-(R*... . R EEE R R S
88 10 80 11. 00 11. 20 11. 40

m/z 73.00 48 .35%

5000
101

L ‘ 116 129 143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Thiophene, tetrahydro-, 1,1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.19 201.46 ng 2429710 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-. 1.l1-dioxide 120 C4H802S 000126-33-0 64
2 5-MethvIl-5-hexen-3-ol 114 C7H140 067760-89-8 36
3 Cvclobutane 56 C4H8 000287-23-0 35
4 4-Penten-2-ol. 3-methvl- 100 C6H120 001569-59-1 25
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 23

Abundance Scan 1378 (11.187 min): BG039126.D (-1363) (-) 41.00 100.00%

41 56
5000

10.80 11.00 11.20 11.40 11.60

(o} m/z 56.00 83.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9211: Thiophene, tetrahydro-, 1,1-dioxide
41
56
28
5000 120 -’-"llllllllllllllllllll

10.80 11.00 11.20 11.40 11.60
m/z 55.00 72.77%

ol 15 65 78 92
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7502: 5-Methyl-5-hexen-3-ol
56
41

10.80 11.00 11.20 11.40 11.60
5000 m/z 59.00 38.28%
31
85
15 M Lol 87

o o R R

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #178: Cyclobutane AR m e R o
28 41 10 80 11. 00 11. 20 11.40 11.60

m/z 120.00 24 .90%

56
5000 /\
Lt 15 |l

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 80 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Phenol, 2-ethyl-5-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.42 30.39 ng 366516 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 93
2 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 93
3 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 87
4 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 83
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 83
Abundance Scan 1418 (11.422 min): BG039126.D (-1411) (-) m/z 121.00 100.00%
5000
136
77 91
39 4, 55 65 | 100107 156 11.00 11.20 11.40 11.60 11.80
Oq.”w.uhthﬂHth|nd$.nﬁh.wnw.nn!mqan”.qnu,” m/z 136.00 28.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16432: Phenol, 2-ethyl-5-methyl-
121
5000
136 11.00 11.20 11.40 11.60 11.80
39 77 o1 m/z 90.95 18.05%
S T s e | ar
UNMEUNEARS SRR RS SRR RN NN IRURAS LRSS AR SRS RSN BALRE SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16430: Phenol, 4-ethyl-3-methyl-
121
11.00 11.20 11.40 11.60 11.80
5000 m/z 77.00 14.68%
136
77 91
39 51 65 | | 103
OW'”'P”'ﬁ'”ww”l“MI””\”'W”'W“”H'“'J“'P'“P'”I””I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16452: Phenol, 3-(1-methylethyl)-
121 11.00 11.20 11.40 11.60 11.80
m/z 122.00 8.92%
5000
77 91 16
39 5 65 ‘ 1?3
OW'”'P”Jﬁ'”ﬁ““l“MI””I“'WM'W'”H'”'J”'P'”P'”I””I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 1-Phenoxypropan-2-ol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.61 22.03 ng 265715 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenoxvpropan-2-ol 152 C9H1202 000770-35-4 91
2 1-Propanol. 2-phenoxv- 152 C9H1202 004169-04-4 64
3 Benzene. propoxv- 136 C9H120 000622-85-5 53
4 1-Propanol. 3-phenoxv- 152 C9H1202 006180-61-6 52
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 50
Abundance Scan 1450 (11.610 min): BG039126.D (-1447) (-) m/z 94.00 100.00%
]
5000
77 e
45 108 152 AR SO NN B
66 11.20 11.40 11.60 11.80 12.00
55
o..,....,....,.F?.W,'.-.'..i|..~..',..'!.,...|I',.?.6.,.|..,'...-!,...1.1',9..1.2.7,....,....,I'...,.. m/z 77.00  23.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25948: 1-Phenoxypropan-2-ol
]
5000
11.20 11.40 11.60 11.80 12.00
77 108 152 m/z 152.00 18.65%
0 'W'%?W"”WL"L'M'WL'?ﬁ'JLI"JL"'W'|'W"'L"}ﬁ?""%§7"'W"'W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25959: 1-Propanol, 2-phenoxy-
]
1120 11.40 11.60 11.80 12.00
5000 m/z 78.00 18.31%
77 121 152
ol 18 8139 51 66 | 103 | 131139
s B % 4 B G T 8 80 200 110 13 11 140 160 180
Abundance #16376: Benzene, propoxy-
] 11.20 11.40 11.60 11.80 12.00
m/z 45.00 17.68%
5000
28 66 77 136
18 0 3 51 % L 107 11

o

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Phenol, 2-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.70 105.57 ng 1273190 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 60
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 60
3 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 50
4 Phenol. 2-propvl- 136 C9H120 000644-35-9 49
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 46
Abundance Scan 1465 (11.699 min): BG039126.D (-1458) (-) m/z 121.00 100.00%
107 121
136
5000
148 162 11.40 11.60 11.80 12.00
01 m/z 107.00 93.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16433: Phenol, 2-ethyl-4-methyl-
121
5000 136 A USRI NI BN SUN
11.40 11.60 11.80 12.00
—— m/z 136.00 68.30%
sz s o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16437: Phenol, 3-ethyl-5-methyl-
121
136 11.40 11.60 11.80 12.00
5000 m/z 77.00 38.93%
0 15 2/ 3\9 5\1 6? i 9‘1 107 \ i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16413: Phenol, 2,4,6-trimethyl-
121 11.40 11.60 11.80 12.00
m/z 108.00 30.19%
136
5000
91
77
27 3 51 65 ‘ 103
o B S PR VN RS RN RTINS | — DSONEAV S S ——
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Benzoic acid, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.95 36.03 ng 434530 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 97
2 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 91
3 Benzeneacetic acid 136 C8H802 000103-82-2 70
4 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 52
5 Benzamide, 4-methyl- 135 C8H9NO 000619-55-6 41
Abundance Scan 1508 (11.951 min): BG039126.D (-1501) (-) m/z 91.00 100.00%
9
136
119
5000
107 11.60 11.80 12.00 12.20
o..,....,....,....,....:':-.'!.,!|.|..,....,....';!...,...'.,!...,|..1.2.7,..'.'.,...1.‘?9... m/z 136.00  73.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16287: Benzoic acid, 4-methyl-
il
136
119
5000
11.60 11.80 12.00 12.20
39 65 m/z 119.00 56.63%
g2 | S 7 07 |
mz-> 10 20 30 40 80 60 70 80 0 160 110 130 130 140 10
Abundance #16283: Benzoic acid, 3-methyl-
a1 136
119 11.60 11.80 12.00 12.20
5000 m/z 121.00 22.07%
0"|""v'%?l“'?$"“?%'“ll“"v'T?l'“'wl'“l'}gz"'u"" “‘h BARAIRAAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16280: Benzeneacetic acid
9 11.60 11.80 12.00 12.20
m/z 65.00 21.99%
5000
136
65
0 a1 51 | 77| 107 118 |
m/z--> fo 25 §o Jo 55 65 fo éo §o 100 110 150 150 150 1éo 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknownl12.09 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.09 60.28 ng 726991 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tert-Butvl-I2-I2-(2-ethoxvethoxv... 292 C14H3204Si 1000352-13-5 37
2 Hexane. 1-(l-ethoxvethoxv)- 174 C10H2202 054484-73-0 27
3 RS-2.3-hexanediol 118 C6H1402 082360-67-6 25
4 Methoxvacetic acid. heptvl ester 188 C10H2003 168920-36-3 22
5 Methoxyacetic acid, 2,2-dimethyl... 160 C8H1603 1000282-41-0 14
Abundance Scan 1532 (12.092 min): BG039126.D (-1526) (-) m/z 73.00 100.00%
55 73
117
5000 41 91 129
147
| | 161 11.80 12.00 12.20 12.40
bl e e e e m/z 55.00 78.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137497: tert-Butyl-[2-[2-(2-ethoxyethoxy)ethoxy]ethoxy]di...
45 73
117
5000 LRI BRI UL ORI B
103 11. 80 12. 00 12. 20 12. 40
59 m/z 45.00 71.27%
29 | 89 147159 23
AT PR A o G (o B =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40912: Hexane, 1-(1-ethoxyethoxy)-
73
45 LR SR IR BN
11.80 12.00 12.20 12.40
5000 m/z 117.00 54 _.03%
85
29 57 ‘ 159
s LT | o0 P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8818: RS-2,3-hexanediol AT T TR
73 11.80 12.00 12.20 12.40
55 m/z 57.00 53.22%
4
- ‘\[\—\,A/L/\\‘A
0"'I""I""I"'I""I""I"" TTTT T T T T T T T T T T T T T T TTTTTTTT T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 16 Valproic Acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.16 26.67 ng 321694 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 50
2 2-Propvloctanoic acid 186 C11H2202 031080-41-8 45
3 di-n-PropviImalonic acid 188 C9H1604 001636-27-7 42
4 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 17
5 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 10

Abundance Scan 1544 (12.163 min): BG039126.D (-1537) (-) m/z 73.00 100.00%
3
5000 102
43 55
6 11.80 12.00 12.20 12.40
0 2 m/z 102.00 45_79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20843: Valproic Acid
73
5000 102
11.80 12.00 12.20 12.40
41 57 m/z 43.00 27 .94%
oL 15 | AL || 65| 8391 | 10126 143
m/z--> ﬁﬁ%&%&%%%@@m@m@@
Abundance #50065: 2-Propyloctanoic acid
73
102 11.80 12,00 12.20 12.40
5000 m/z 41.00 27 .25%
41
55
29 115
87 144
0"P%?W'”'I”'W"”I”"P'”I'“'P'“I'”'P"W'”'I”}ﬁ?'“l”"P}ﬁi'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #52053: di-n-Propylmalonic acid T
73 11.80 12.00 12.20 12.40
m/z 55.00 25.37%
a1 102
5000
57
27
115
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-BG010919.M Tue Jan 15 12:54:24 2019

Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 17 unknownl2.62 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.62 57.95 ng 698869 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvlbenzaldehvde 134 C9H100 001123-56-4 46
2 Benzaldehvde. 4-ethvl- 134 C9H100 004748-78-1 46
3 Phenol. 4-(2-propenvl)- 134 C9H100 000501-92-8 45
4 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 41
5 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 41

Abundance Scan 1622 (12.621 min): BG039126.D (-1617) (-) m/z 133.00 100.00%
9 33
5000
170 12.40 12.60 12.80 13.00
o 120 161 m/z 59.00  91.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15298: 2,6-Dimethylbenzaldehyde
105 133
77
5000 B 5 a1
12.40 12.60 12.80 13.00
| | m/z 134.00 88.96%
0"'l"" "" J"'I'J"I "'I'”ml""l""l
m/z--> 20 80 100 120 140 160
Abundance #15289: Benzaldehyde, 4-ethyl-
134
12.40 12.60 12.80 13.00
5000 g1 105 m/z 69.00 68.83%
119
57 % s ] |
0....‘... ‘k‘.......“l.‘l‘...............
I I I | | I | I
m/z--> 20 a0 100 120 140 160
Abundance #15296. Phenol, 4-(2-propenyl)-
134 12.40 12.60 12.80 13.00
m/z 41.00 54 _.95%
5000
7 107
. ® s | % ||
miz--> "'z'o""4'o""e'o""'o'"iod"iéd"'lid"'léd"" 1240 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.91 35.20 ng 600402 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-o0l. 2.3-dihvdro- 134 C9H100 001470-94-6 83
2 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 59
3 4-Ethvlbenzoic acid. 2-bromo-4-f... 322 C15H12BrF02 1000293-61-1 53
4 Benzaldehvde. 2.4-dimethvl- 134 C9H100 015764-16-6 49
5 Oxalamide, N-(2-hydroxyethyl)-N"__. 278 C14H18N204 1000304-26-2 43
Abundance Scan 1671 (12.909 min): BG039126.D (-1667) (-) m/z 133.00 100.00%
133
5000
1 69 105
12.60 12.80 13.00 13.20
- ...l,l-.l.‘.'.|.-.|.'-'8.9..,l|..l.' 2 e || M7z 134.00 61.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15320: 1H-Inden-5-ol, 2,3-dihydro-
133
5000
12.60 12.80 13.00 13.20
5 7 105 m/z 69.00 24.76%
27
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15312: Benzaldehyde, 3,4-dimethyl-
133
12.60 12.80 13.00 13.20
5000 105 m/z 105.00 22.64%
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162436: 4-Ethylbenzoic acid, 2-bromo-4-fluorophenyl ester
133 12.60 12.80 13.00 13.20
m/z 127.00 19.36%
5000
-7 105
51
N P T O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 1(3H)-l1sobenzofuranone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.12 31.79 ng 542247 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone 134 C8H602 000087-41-2 60
2 1-Propanone. l-phenvl- 134 C9H100 000093-55-0 43
3 1-Butanone. 2-methvl-1-phenvl- 162 C11H140 000938-87-4 43
4 Acetophenone 120 C8H80 000098-86-2 38
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 35
Abundance Scan 1707 (13.120 min): BGO33126.D (-1699) (-) m/z 105.00 100.00%
105
5000 77
43 91 120 134 162
, & 147 12.80 13.00 13.20 13.40
0’ m/z 77.00 50.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15258: 1(3H)-Isobenzofuranone
105
5000 I URRUNRAR NS IUNBA SRR
134 12.80 13.00 13.20 13.40
51 m/z 133.95 25.33%
. 27 38 63 89 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15292: 1-Propanone, 1-phenyl-
105
12.80 13.00 13.20 13.40
5000 [ m/z 43.00 25.05%
51 134
0 39 | 63 91 | 115
miz> 10 20 30 40 50 60 70 80 80 100 110 120 130 140 180 160 170
Abundance #32153: 1-Butanone, 2-methyl-1-pheny!l- R mEEE S
5 12.80 13.00 13.20 13.40

m/z 91.00 21.85%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039126.D

Aca On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 1(2H)-l1soquinolinone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.70 28.89 ng 528644 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-1soauinolinone 145 C9H7NO 000491-30-5 98
2 3-Ouinolinol 145 C9H7NO 000580-18-7 83
3 1-Phthalazinamine 145 C8H7N3 019064-69-8 72
4 Indole-7-carboxaldehvde 145 C9H7NO 001074-88-0 70
5 8-Quinolinol, acetate 187 C11HINO2 002598-29-0 64

Abundance Scan 2316 (16.699 min): BG039126.D (-2306) (-) m/z 145.00 100.00%

145
5000 90 118

39 50 74 131 16. 40 16. 60 16. 80 17. OO
102 165 196
o et e 281 8218 m/z 90.00 44.88%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21517: 1(2H)-Isoquinolinone
145
5000 90 118 LA L L L LB L L LB LB

16. 40 16. 60 16. 80 17. OO
63 m/z 89.00 42 .84%
oo 4 o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21488: 3-Quinolinol
145
16.40 16. 60 16. 80 17.00
5000 m/z 117.95 42 .51%
15w [ m
,....,....,....,....,....,....,....,....,....,.... T
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #21459: 1-Phthalazinamine
145 16.40 16.60 16.80 17.00

m/z 63.00 19.44%

89
5000 117
39 50 63
28 ‘ 76
| \\‘ ‘H [ l I

o e e S s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16. 40 16. 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011419\
Data File : BG039126.D

Acq On : 14 Jan 2019 18:30

Operator : JU/SJ

Sample : K1127-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

1(3H)-Isobenzofur... 13.12 31.8 ng 542247
1(2H)-Isoquinolinone 16.70 28.9 ng 528644

14.67 341106 20.0
17.42 365924 20.0

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hydrazine, 1,1-di... 4.54 126.9 ng 3568680 1 8.03 562617 20.0
Butanoic acid, 3-... 5.28 20.4 ng 572441 1 8.03 562617 20.0
Pentanoic acid 5.79 24_.2 ng 680084 1 8.03 562617 20.0
Hexylene glycol 6.42 28.0 ng 788446 1 8.03 562617 20.0
Hexanoic acid, 2-... 9.60 191.3 ng 2306710 2 10.85 241209 20.0
unknown10.28 10.28 31.6 ng 380530 2 10.85 241209 20.0
Octanoic acid 10.64 74.3 ng 896024 2 10.85 241209 20.0
unknown10.98 10.98 25.9 ng 312468 2 10.85 241209 20.0
unknown11.09 11.09 27.2 ng 328581 2 10.85 241209 20.0
Thiophene, tetrah... 11.19 201.5 ng 2429710 2 10.85 241209 20.0
Phenol, 2-ethyl-5... 11.42 30.4 ng 366516 2 10.85 241209 20.0
1-Phenoxypropan-2-ol 11.61 22.0 ng 265715 2 10.85 241209 20.0
Phenol, 2-ethyl-4_.. 11.70 105.6 ng 1273190 2 10.85 241209 20.0
Benzoic acid, 4-m... 11.95 36.0 ng 434530 2 10.85 241209 20.0
unknownl12 .09 12.09 60.3 ng 726991 2 10.85 241209 20.0
Valproic Acid 12.16 26.7 ng 321694 2 10.85 241209 20.0
unknownl12 .62 12.62 58.0 ng 698869 2 10.85 241209 20.0
1H-Inden-5-ol, 2,... 12.91 35.2 ng 600402 3 14.67 341106 20.0

3
4
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