LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 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 3.179 11 15 25 rvB 52472 81072 1.44% 0.272%
2 3.273 25 31 44 rBV2 42416 109587 1.95% 0.368%
3 3.473 60 65 70 rBv 74528 112373 2.00% 0.377%
4 4.325 175 210 213 rVB3 124691 902413 16.04% 3.027%
5 4_.977 305 321 324 rBV 54221 173499 3.08% 0.582%
6 5.142 335 349 369 rVB 181862 486503 8.65% 1.632%
7 5.559 407 420 423 rBv4 28791 88425 1.57% 0.297%
8 5.612 423 429 438 rVB 241246 407281 7.24% 1.366%
9 6.105 506 513 522 rBV 130871 207131 3.68% 0.695%
10 6.381 548 560 566 rBV 403477 799919 14.22% 2.683%

11 7.116 671 685 691 rBvV3 44827 140755 2.50% 0.472%
12 7.222 696 703 715 rvB2 182885 391187 6.95% 1.312%
13 7.586 759 765 773 rVB 463976 822524 14.62% 2.759%
14 8.009 827 837 840 rBV 26293 58154 1.03% 0.195%
15 8.056 840 845 848 rvv2 106526 190822 3.39% 0.640%

16 8.097 848 852 861 rVB 303668 493950 8.78% 1.657%
17 8.309 880 888 894 rBV 523085 968863 17.22% 3.250%
18 8.379 894 900 908 rvB 367731 671203 11.93% 2.251%
19 8.831 970 977 984 rBV2 33963 67125 1.19% 0.225%
20 9.237 1038 1046 1059 rVB 337181 620175 11.02% 2.080%

21 9.466 1061 1085 1098 rBV 194729 874853 15.55% 2.934%
22 9.595 1101 1107 1114 rBV3 55020 106955 1.90% 0.359%
23 10.065 1174 1187 1201 rBVS8 94954 381748 6.78% 1.280%
24 10.253 1202 1219 1222 rVV3 134218 431635 7.67% 1.448%
25 10.312 1225 1229 1233 rVV3 169949 319522 5.68% 1.072%

26 10.365 1233 1238 1249 rVB2 85466 178099 3.17% 0.597%
27 10.629 1276 1283 1292 rBV 493331 843075 14.98% 2.828%
28 10.870 1316 1324 1330 rBV 155785 306267 5.44% 1.027%
29 11.117 1354 1366 1371 rBV 252360 610516 10.85% 2.048%

30 11.164 1371 1374 1379 rVV 52999 77409 1.38% 0.260%
31 11.223 1379 1384 1389 rVV 33725 69448 1.23% 0.233%
32 11.464 1420 1425 1434 rVB2 42465 98810 1.76% 0.331%

33 11.605 1441 1449 1457 rVB4 62416 143129 2.54% 0.480%
34 11.722 1458 1469 1479 rVB4 63534 207198 3.68% 0.695%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 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 11.851 1485 1491 1496 rBV2 44472 101537 1.80% 0.341%

36 12.098 1524 1533 1538 rVB2 76644 179364 3.19% 0.602%
37 12.198 1545 1550 1556 rVB4 39526 75648 1.34% 0.254%
38 12.280 1556 1564 1571 rBV7 47031 119510 2.12% 0.401%
39 12.586 1610 1616 1626 rVB4 52988 113870 2.02% 0.382%
40 12.750 1638 1644 1650 rBV2 30292 66876 1.19% 0.224%

41 12.827 1650 1657 1663 rBVY 103499 192156 3.42% 0.645%
42 13.121 1699 1707 1717 rVB3 104117 216429 3.85% 0.726%
43 13.314 1730 1740 1746 rBV 1012772 1663002 29.56% 5.578%
44 13.491 1762 1770 1778 rVB7 27178 77030 1.37% 0.258%
45 13.614 1784 1791 1798 rBV2 122690 264322 4._.70% 0.887%

46 13.826 1823 1827 1833 rBV3 32202 68595 1.22% 0.230%
47 14.072 1860 1869 1873 rBV6 50080 104488 1.86% 0.350%
48 14.114 1873 1876 1883 rVB3 32503 66210 1.18% 0.222%
49 14.249 1895 1899 1905 rVB 85147 134945 2.40% 0.453%
50 14.531 1942 1947 1951 rBV 72740 97331 1.73% 0.326%

51 14.695 1968 1975 1982 rVB2 210844 370882 6.59% 1.244%
52 15.706 2143 2147 2153 rVB2 83289 133685 2.38% 0.448%
53 16.188 2222 2229 2237 rVB2 945622 1432359 25.46% 4_.804%
54 16.393 2260 2264 2272 rVB2 40808 77799 1.38% 0.261%
55 16.716 2314 2319 2325 rBV2 40105 62733 1.11% 0.210%

56 17.063 2373 2378 2390 rVB 93700 167225 2.97% 0.561%
57 17.439 2436 2442 2455 rVB2 275412 466147 8.28% 1.563%
58 18.074 2547 2550 2556 rVB 38649 62956 1.12% 0.211%
59 19.055 2712 2717 2723 rBV 177486 240421 4.27% 0.806%
60 19.513 2788 2795 2799 rVB 4224212 5626436 100.00% 18.872%

61 20.042 2879 2885 2891 rVB 1743002 2329501 41.40% 7.813%
62 20.488 2957 2961 2970 rVB 215621 270163 4._80% 0.906%
63 20.794 3009 3013 3019 rVB 468064 576178 10.24% 1.933%
64 21.716 3164 3170 3179 rVB 291930 493850 8.78% 1.656%
65 23.291 3431 3438 3447 rVB 387056 752279 13.37% 2.523%

66 23.655 3493 3500 3508 rVB2 60733 132062 2.35% 0.443%

67 23.973 3549 3554 3562 rVB2 30640 71461 1.27% 0.240%

68 25.018 3722 3732 3743 rVB 166860 498058 8.85% 1.671%

69 26.076 3905 3912 3921 rVB3 22107 67278 1.20% 0.226%
Sum of corrected areas: 29814411
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

Abundance TIC: BG038851.D
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Abundance TIC: BG038851.D
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2000000 20.04
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Abundance TIC: BG038851.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 unknown4.33 Concentration Rank 2

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

4._.33 94 .58 ng 902413 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 43
2 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
3 Benserazide 257 C10H15N305 000322-35-0 9
4 Pentanoic acid 102 C5H1002 000109-52-4 9
5 4-Bromobutyric acid 166 C4H7Br02 002623-87-2 9

Abundance Scan 211 (4.331 min): BG038851.D (-175) (-) m/z 60.00 100.00%
60.0

S

5000
41'0 73.0 TT TrrrrrrrrroTT IIIII
||||| 87.0 400 420 4.40 4.60
oSNNI 1§ S 7 A m/z 73.00 31.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2020: Butanoic acid
60.0
5000 LA L L L L LB B |
73.0 4.00 420 4.40 4.60
27.0 410 m/z 41.00 23.87%
. L 88.0
e Lt L RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #280: Hydrazine, 1,1-dimethyl-
60.0
42.0 4.00 4.20 4.40 4.60
5000 m/z 42.00 21.75%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #107886: Benserazide
60.0 4.00 4.20 4.40 4.60
m/z 43.00 21.07%
5000
42.0
300 88.0
0 i L | 710 101.0112.0 126.0 138.0
AR R e S R R R e AAEEARANRSRARBERRERRERE T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Butanoic acid, 3-methyl- Concentration Rank 14

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

4.98 18.18 ng 173499 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 83
2 Pentanoic acid 102 C5H1002 000109-52-4 45
3 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 39
4 1-Pentanamine 87 C5H13N 000110-58-7 9
5 Formic acid hydrazide 60 CH4N20 000624-84-0 9

Abundance Scan 321 (4.977 min): BG038851.D (-305) (-) m/z 60.00 100.00%
6d.0
= T /Ly
87.0 BB RS SRR
| | ‘ 69.0 460 4.80 5.00 5.20 5.40
O i e e T T m/z 43.00 49.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000
43.0 460 4.80 5.00 5.20 5.40
87.0 m/z 41.00 38.95Y%
L aso Z0 ()| | e90 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4246: Pentanoic acid
60.0
460 4.80 5.00 5.20 5.40
5000 m/z 45.00 31.11%
73.0
41.0
oL 150 "I ([)] 510], | 8710 1010
m/z--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #1947: 1,2-Hydrazinedicarboxaldehyde
32.0 460 4.80 5.00 5.20 5.40
m/z 39.00 19.89Y%
60.0 88.0
5000 18.0
44.0
0"'l"l"l"'"l “'FM“'l'“'\“'Z%?'“l"“l"“l"“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.14 50.99 ng 486503 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 349 (5.142 min): BG038851.D (-335) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 4.80 5.00 5.20 5.40
0 ...,....,....,....',':...,..~:-!,....,7.3:‘?.??:9.,....,|....,....,... m/z 59.00 57.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN LN UL UL IR
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 17.18%
: 83.0
0 1l T . .
RIS SO SUILI LI SO SUIL SO SURILN IULILLS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.00 15.05%
41.0
29.0 101.0
0 T I L IR 73.0 86.0
R IS SO AU UL SO SUIL SO SURLN IULILLS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n—PropyI t-bUtyl ether LI L L L L |/|\|
59.0 480 5.00 520 5.40
m/z 41.00 9.98%
5000 41.0 101.0
29.0
oL 10 I “ [y 730 870 |  1m70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Ethanol, 2-butoxy- Concentration Rank 13

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

6.11 21.71 ng 207131 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 74
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 50
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 40
4 n-Butvl ether 130 C8H180 000142-96-1 25
5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 22

Abundance Scan 514 (6.111 min): BG038851.D (-506) (-) m/z 57.00 100.00%
57.0
5000 45.0
75.0 87|'O 100.0 5.80 6.00 6.20 6.40
S SRARESER 1 RSO MMBS 1 HMESMRSNS MBIt UMMM m/z 45.00 41.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57.0
5000
45.0 5.80 6.00 6.20 6.40
29.0 87.0 m/z 41.00 33.45%
180 1 0| 1000 1180
mz> 1o % B 4 % 0 T 8 9 100 110 140
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
5.80 6.00 6.20 6.40
5000 m/z 87.00 15.73%
29.0 75.0
18.0 ‘ ‘ 87.0 100.0
0'W'”'P'm“”'”“”'PA'P'”I”'W'”MP'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4469: 3,3-Dimethylbutane-2-ol
450 570 5.80 6.00 6.20 6.40

m/z 56.10 8.30%

5000
69.0 870
29.0
| ‘ | ‘\ | 102.0 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 600 620 6.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Hexylene glycol Concentration Rank 4

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

6.38 83.84 ng 799919 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 78
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 72
3 dI-Ervthro-0-methvlthreonine 133 C5H11NO3 1000214-70-7 50
4 N.N-Dimethvlformamide-di-t-butvl... 203 C11H25N02 036805-97-7 45
5 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 42

Abundance Scan 560 (6.381 min): BG038851.D (-548) (-) m/z 59.00 100.00%
54.0
43.0
5000
il || o B9 1030 6.00 620 640 6.60 6.80
0'w'”w'”'w“Jw’”w'””“”l“'WHLw'”w””'w“'w'“w'”l' m/z 43.00 69.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8815: Hexylene glycol
43.0 590
5000 SV AR S
6.00 6.20 6.40 6.60 6.80
15.0 310 m/z 56.00 27 .94%
: 85.0
G
0'W'”'P'”I”'W'“'P'“I”'W'”'P'”I“'W'”'P'“I”'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3910: Oxetane, 2,2,4-trimethyl-
54.0
430 SARERINAEBL AR NN
6.00 6.20 6.40 6.60 6.80
5000 m/z 45.00 21.95%
31.0 85.0
0"P'”I”JWM””mj“l”JW'”'P'”I”MW'}QRQ”I”'W'”'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14620: dI-Erythro-O-methylthreonine
54.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 21.32%
5000
45.0 750
o AL 77 80 9010 1160 1330
m/z--> 10 20 30 40 50 eb 70 80 90 100 110 120 130 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\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Hexanoic acid Concentration Rank 15

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

7.12 14.75 ng 140755 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Heptanoic acid 130 C7H1402 000111-14-8 56
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 45
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 45

Abundance Scan 686 (7.122 min): BG038851.D (-671) (-) m/z 60.00 100.00%
60.0
5000
41.0
86.9 e 700 7on 7an
6.80 7.00 7.20 7.40
0 ...,....|i||.'..~‘!|- e 288 a7z 73.00 38.64Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8068: Hexanoic acid
60.0
5000
6.80 7.00 7.20 7.40
41.0 g m/z 41.00 32.16%
7.0
odsoll Mowf b I meo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4247 Pentanoic acid
60.0
6.80 7.00 7.20 7.40
5000 m/z 55.00 28.26%
41.0
0 ...,.‘M..‘,m.‘..‘l"....,8.7‘.'(?.,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13414: Heptanoic acid
60.0 6.80 7.00 7.20 7.40
m/z 42.95 24 .75%
5000
41.0
87.0
obts0 L WL Ay Ml juseioo SN st
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 unknown7.59 Concentration Rank 3

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

7.59 86.21 ng 822524 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17

Abundance Scan 766 (7.592 min): BG038851.D (-759) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 AR AR A R
400 540 ‘ ‘ 7.20 7.40 7.60 7.80 8.00
N [ ,-!-..|,..7.8.?....,..!.,1.95.9,....,....,"...,.. m/z 68.00 37.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A R LR LR B
69.0 7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 133.85 33.96%
| | ” 89.0 103.0
Ouuuuluuuulllll I||I|| |”||”I??|OIIII II ||”||1|1|5||0|||||| e EA
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69,0 - 750 70 7k0 780 500
5000 ' m/z 66.00 28.99%
31.0 51.0
0''"I""‘l‘l'l"IH"'l"''I"''7'bl(?'"I""I""I""I""I ""I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine . ,/J.\.. T
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.04%
97.0
5000
70.0
31.0
0 ‘ 44\. 0 Ly 60‘ \0 ! | 86 0 ! 116.0 !
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 7.20 7.40 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 : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

9.47 57.13 ng 874853 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 1.4-Dioxane 88 C4H802 000123-91-1 43
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
5 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 37

Abundance Scan 1086 (9.472 min): BG038851.D (-1061) (-) m/z 73.00 100.00%
740 88.0
5000 41.0 57.0
101.0
| || 11\]?.0 1260 9.20 9.40 9.60 9.80
| S 1 NOPW FASOP ™ TR AN AN > — m/z 88.00 86.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20867: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 LN LN IR LN AR
410 970 9.20 9.40 9.60 9.80
29.0 1010 1160 m/z 57.00 42.34%
0L 150 || A L L L | 129.0 144.0
m/z--> 10 20 30 40 50 éo 70 80 95 100 110 120 130 140 150 160
Abundance #2011: 1,4-Dioxane
24.0
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—r
9.20 9.40 9.60 9.80
5000 m/z 41.00 42 .20%
58.0 88.0
43.0
O”P”W”MN”W“”P”h”Z{QW“"”W””P”W””P”W””P”W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30204: Heptanoic acid, 2-ethyl- e AR ama e s e
73.0 88.0 9.20 9.40 9.60 9.80
m/z 55.00 33.28%
5000
o 101.0
29.0 55.0
O”I””P'”P”'JLW'”W'”“M"“ju”“"”P'”P”'P”W'”W%§%9' RSN RAREE AR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.63 55.05 ng 843075 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 59
3 Propanoic acid. 2-(methoxvmethoxv)- 134 C5H1004 081327-29-9 50
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 50
5 Propanoic acid, 2-hydroxy-, buty... 146 C7H1403 000138-22-7 47
Abundance Scan 1283 (10.629 min): BG038851.D (-1276) (-) m/z 45.00 100.00%
44.0 57.0
5000
5.0 g7.0 10.40 10.60 10.80 11.00
101.0 : - : -
oberrrrr e el PP 11901310 L eS0T o8 04t
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
45.0 57.0
5000 A BN BN BN IR
29.0 10.40 10.60 10.80 11.00
75.0870 m/z 41.00 36.94%
oL 180 il a0 1990 1190 13201440
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0 A BN BN U R
10.40 10.60 10.80 11.00
5000 m/z 56.00 15.09%
29.0 75.0
18.0 “ ‘ 870 100.0
Obrrprrt P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15027: Propanoic acid, 2-(methoxymethoxy)-
45.0 10.40 10.60 10.80 11.00
m/z 75.00 14.41%
5000
89.0
. 20 | 550 780 | 10301150 s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Thiophene, tetrahydro-, 1,1... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.12 39.87 ng 610516 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-. 1.l1-dioxide 120 C4H802S 000126-33-0 91
2 Cvclobutane 56 C4H8 000287-23-0 47
3 2-Butene. (E)- 56 C4H8 000624-64-6 47
4 2-Butene 56 C4H8 000107-01-7 38
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 38
Abundance Scan 1367 (11.123 min): BG038851.D (-1354) (-) m/z 41.00 100.00%
41.0
56.0
5000
119.9
10.80 11.00 11.20 11.40
Obrrprrrr e pretlbr bl e o oS 1080 L 1860 m/z 56.00 75.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9214: Thiophene, tetrahydro-, 1,1-dioxide
280 410 g
5000
120.0 10.80 11.00 11.20 11.40
m/z 55.00 67.41%
|I Il Ly 1 760 900
O e R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #179: Cyclobutane
50 0
10.80 11.00 11.20 11.40
5000 56.0 m/z 39.00 22 .30%
0 “ ‘ ‘\ I I ‘ \M’/\MM
LA LR LR S UL IR IR RN IR LIS RS RS BRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #183: 2-Butene, (E)- L e e e e
41.0 10.80 11.00 11.20 11.40
m/z 119.90 21.39%
56.0
5000
28.0
0"ﬁﬁqw“'w“'w“'w“'w“'w“'w“'w'“w'”v'“w'“w'“w' NN SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.72 13.53 ng 207198 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 96
2 Benzeneacetic acid 136 C8H802 000103-82-2 70
3 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 68
4 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 49
5 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 43
Abundance Scan 1469 (11.722 min): BG038851.D (-1458) (-) m/z 90.95 100.00%
91.0
135.9
5000
119.0
65.0
39|-0 5.0 " 700 1050 11.40 11.60 11.80 12.00
Ol prrrrprrrr et e sl i ettt el | M/Z 135.95  65.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16289: Benzoic acid, 3-methyl-
91.0
136.0
5000
119.0 11.40 11.60 11.80 12.00
39 65.0 m/z 119.00 33.73%
oJ 150270 " SLO | 770 | 1070
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16277: Benzeneacetic acid
91.0
11.40 11.60 11.80 12.00
5000 m/z 65.00 19.68%
5.0 136.0
o 270 390 510 1" 770 | 10701180 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16287: Benzoic acid, 4-methyl-
91.0 11.40 11.60 11.80 12.00
136.0 m/z 92.00 19.18%
119.0
5000
39.0 65.0
150 27.0 | ‘Sﬁlo AL 7o \‘ 1070 | \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Valproic Acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.10 11.71 ng 179364 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 50
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 38
3 di-n-Propvimalonic acid 188 C9H1604 001636-27-7 37
4 2-Methvl-3-(methvlthio)-1-propene 102 C5H10S 052326-10-0 32
5 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 32
Abundance Scan 1533 (12.098 min): BG038851.D (-1524) (-) m/z 73.00 100.00%
74.0
5000 102.0
43.0
55.0 870
115.0 129.9 443 11.80 12.00 12.20 12.40
o} m/z 102.00 51.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20841: Valproic Acid
73.0
5000 102.0 SRS AARRARARRA AR
11.80 12.00 12.20 12.40
410 550 m/z 43.00 31.76%
84.0 115.0
O et et e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0 880
11,80 12.00 12.20 12.40
m/ 41.00 31.41Y%
5000 4.0 570 z (
29.0 101.0 116.0
o150 || ||| |- | 1290 1440
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #52053: di-n-Propylmalonic acid N L  m ma e
73.0 11.80 12.00 12.20 12.40
m/z 55.00 27 .46%
410 102.0
5000 :
57.0
210 | 115.0126.0
O'W%%?P'jm"““m“'l“MW"“I”"ﬁ+gl'“k”“"v'tw'J'I”"&%9?“' S UM SN BRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 1(3H)-1sobenzofuranone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.12 11.67 ng 216429 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 81
2 1.2-Benzenedicarboxaldehvde 134 C8H602 000643-79-8 64
3 1-Propanone. 1-phenvl- 134 C9H100 000093-55-0 50
4 Benzoic acid. 2-propenvl ester 162 C10H1002 000583-04-0 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 43
Abundance Scan 1707 (13.121 min): BG038851.D (-1699) (-) m/z 105.00 100.00%
105.0
5000 77.0
133.9
120.0 146.9 161.9 12.80 13.00 13.20 13.40
01 m/z 77.00 44 . 44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15258: 1(3H)-Isobenzofuranone
105.0
5000 7.0 USSR BN SULRAN IR
134.0 12.80 13.00 13.20 13.40
m/z 133.90 25.01%
ol 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15264: 1,2-Benzenedicarboxaldehyde
77.0 105.0
A RN BN IUNSN SR
51.0 12.80 13.00 13.20 13.40
5000 m/z 51.00 21.23%
29.0 134.0
0”¥RPMPMW“W”%9”””%QW“W”W”W”WMWWWMW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15292: 1-Propanone, 1-phenyl- e e e e e
105.0 12.80 13.00 13.20 13.40
m/z 50.00 17.23%
5000 7.0
51.0 134.0
0 38.0 J MO . 910
m/z--> 10 20 30 40 50 60 70 8IO 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 unknownl19.51 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.51 241.40 ng 5626440 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-I2-12-I2-(2-Methoxvethox... 340 C15H3208 1000352-04-1 38
2 2.5.8.11.14.17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 38
3 Tetraethvlenealvcol monomethvlether 208 C9H2005 023783-42-8 35
4 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 35
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 35
Abundance Scan 2794 (19.507 min): BG038851.D (-2788) (-) m/z 57.05 100.00%
57.0
5000
309 161.0 1910 19.20 19.40 19.60 19.80
Obrrrprrrrlh 2170 2511 2810 m/z 45.00 63.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #176344: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]e...
45.0
89.0
5000 SRR SUULRN LN R
19.20 19.40 19.60 19.80
| 133.0 m/z 103.00 60.37%
01150 | J 1. | I | | 1770 2070 2530 2070
m/z--> 20 40 60 80 100 150 140 160 1é0 200 220 240 260 280 300
Abundance #140639: 2,5,8,11,14,17-Hexaoxanonadecan-19-ol
45.0
10.20 10.40 19.60 10.80
5000 89.0 m/z 59.00 35.04%
‘ 133.0
o150 | N ‘ | . 1770 207.0 2530
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300
Abundance #68287: Tetraethyleneglycol monomethylether R R ma
45.0 19.20 19.40 19.60 19.80
m/z 101.00 34 .80%
5000
89.0
5o | L 190 10
m/z--> 20 40 60 85 100 120 150 160 180 200 220 240 260 280 300 19,20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 Ethanol, 2-butoxy-, phospha... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.79 23.33 ng 576178 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 64
2 2.5-Hexanediol 118 C6H1402 002935-44-6 43
3 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 43
4 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 25
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 22
Abundance Scan 3012 (20.788 min): BG038851.D (-3009) (-) m/z 57.00 100.00%
57.0
5000 124.9
¥ 198.9
. 68.9 255.0 299.0 20.40 20.60 20.80 21.00 21.20
oLl 8 9., ‘J--"ln..l, | =22 " 3410wz 45.00 74.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210992: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000
125.0 20.40 20.60 20.80 21.00 21.20
‘ 199.0 299.0 m/z 56.00 63.39%
0 zaJo 0‘| b || 250 355.0 3970
m/z--> 50 150 200 250 300 3éo 400
Abundance #8806: 2,5-Hexanediol
45.0
20.40 20.60 20.80 21.00 21.20
5000 m/z 124.90 35.53%
85.0
ol?pﬂJhJ.u.’.ﬂ%?o..,. e
m/z--> 50 100 150 200 250 300 350 400
Abundance #12493: trans-2,3- Epoxyoctane LS LI LI B N B
56.0 20.40 20.60 20.80 21.00 21.20
m/z 85.00 34.74%
5000 99.0
26,0
0 n..l‘l??-‘.’....,........,....,....,.
m/z--> 50 100 150 200 250 300 350 400 20,40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038851.D

Aca On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample : J6533-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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 unknown23.29 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.29 30.47 ng 752279 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di(ButoxvethvDadipate 346 C18H3406 000141-18-4 25
2 1-Decanamine 157 C10H23N 002016-57-1 22
3 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 14
4 2-Pentanol. 4.4-dimethvl- 116 C7H160 006144-93-0 12
5 Bisethoxo(methoxo)oxovanadium 188 C5H1304V 062450-00-4 12
Abundance Scan 3438 (23.291 min): BG038851.D (-3431) (-) m/z 57.00 100.00%
57.0
5000
101.0 154.9 2170
261.0 3171 23.00 23.20 23.40 23.60
128.0 :
ol .'|.11.8§.°,l.\. N e Sl m/z 45.00 41.94%
m/z--> 50 100 150 200 250 300 350
Abundance #181103: di(Butoxyethyl)adipate
57.0 85.0
173.0
5000 IR R N DA R
11.0 23.00 23.20 23.40 23.60
229 0 m/z 154 .95 32.01%
0 j hazo] | PP | 2730 347.0
m/z--> 50 100 150 200 250 300 350
Abundance #29173: 1-Decanamine
3d.0
23.00 23.20 23.40 23.60
5000 m/z 55.00 31.24%
ol ;%80 101.01280157.0
m/z--> 50 100 150 200 250 300 350
Abundance #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- ARRRRSE e L
57.0 23.00 23.20 23.40 23.60
m/z 56.00 29.97%
5000
29.0
5.0
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG122718\
Data File : BG038851.D

Acq On : 27 Dec 2018 19:58

Operator : JU/SJ

Sample - J6533-19

Misc :

ALS Vial : 10 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]
unknown4 .33 4.33 94.6 ng 902413 1 8.06 190822 20.0
Butanoic acid, 3-... 4.98 18.2 ng 173499 1 8.06 190822 20.0
2-Pentanone, 4-hy... 5.14 51.0 ng 486503 1 8.06 190822 20.0
Ethanol, 2-butoxy- 6.11 21.7 ng 207131 1 8.06 190822 20.0
Hexylene glycol 6.38 83.8 ng 799919 1 8.06 190822 20.0
Hexanoic acid 7.12 14.8 ng 140755 1 8.06 190822 20.0
unknown? .59 7.59 86.2 ng 822524 1 8.06 190822 20.0
Hexanoic acid, 2-... 9.47 57.1 ng 874853 2 10.87 306267 20.0
Ethanol, 2-(2-but... 10.63 55.0 ng 843075 2 10.87 306267 20.0
Thiophene, tetrah... 11.12 39.9 ng 610516 2 10.87 306267 20.0
Benzoic acid, 3-m... 11.72 13.5 ng 207198 2 10.87 306267 20.0
Valproic Acid 12.10 11.7 ng 179364 2 10.87 306267 20.0
1(3H)-1sobenzofur... 13.12 11.7 ng 216429 3 14.69 370882 20.0
unknownl19.51 19.51 241.4 ng 5626440 4 17.44 466147 20.0
Ethanol, 2-butoxy... 20.79 23.3 ng 576178 5 21.72 493850 20.0
unknown23.29 23.29 30.5 ng 752279 5 21.72 493850 20.0
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