LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO41919MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.216 35 39 49 rVB 133085 163367 1.68% 0.130%
2 4.258 212 216 221 rVB 80871 101525 1.04% 0.081%
3 5.081 352 356 364 rVB 55826 77611 0.80% 0.062%
4 5.687 452 459 462 rBv2 308187 481484 4 _.95% 0.382%
5 5.722 462 465 474 rvVv 506938 679020 6.98% 0.538%
6 5.846 482 486 494 rVB3 26234 49052 0.50% 0.039%
7 6.275 552 559 566 rBVY2 106187 178410 1.83% 0.141%
8 6.616 606 617 623 rBV2 88554 184647 1.90% 0.146%
9 6.775 631 644 655 rBV3 734983 1583056 16.28% 1.255%
10 6.946 663 673 686 rBY 1949910 3009464 30.94% 2.387%
11 7.134 697 705 713 rBVY 2178738 3408513 35.05% 2.703%
12 7.299 729 733 738 rBV3 32334 45465 0.47% 0.036%
13 7.387 743 748 753 rBV 56239 88808 0.91% 0.070%

14 7.599 776 784 790 rBV 1592215 2470648 25.40% 1.959%
15 7.669 790 796 804 rvVv 301123 479909 4._.93% 0.381%

16 7.752 804 810 817 rvv2 48875 89250 0.92% 0.071%
17 7.834 817 824 832 rVvV 425795 726904 7.47% 0.576%
18 7.904 833 836 840 rvv2 33417 48691 0.50% 0.039%
19 8.122 863 873 876 rBV5 21794 45497 0.47% 0.036%
20 8.163 876 880 883 rvv3 44265 71089 0.73% 0.056%

21 8.210 883 888 896 rvv2 76387 152997 1.57% 0.121%
22 8.293 896 902 913 rVV 1741473 2916765 29.99% 2.313%
23 8.404 913 921 927 rVvv2 199820 480279 4.94% 0.381%
24 8.681 961 968 972 rvV 646886 1042852 10.72% 0.827%
25 8.740 972 978 989 rVV 2454492 4036888 41.51% 3.201%

26 8.840 989 995 1002 rVvv2 146773 301356 3.10% 0.239%
27 8.910 1002 1007 1015 rVvVv 587290 901368 9.27% 0.715%
28 9.122 1039 1043 1052 rVB 29848 54761 0.56% 0.043%
29 9.310 1066 1075 1083 rVB 475808 727753 7.48% 0.577%
30 9.451 1091 1099 1105 rBV 1999339 3237335 33.29% 2.567%

31 9.510 1105 1109 1114 rVVv 219931 351671 3.62% 0.279%
32 9.575 1114 1120 1123 rVV 210064 389400 4._00% 0.309%
33 9.634 1123 1130 1137 rVV2 742547 1789642 18.40% 1.419%
34 9.704 1137 1142 1145 rVvV2 118160 214225 2.20% 0.170%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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
Title

Z :\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

35 9.740 1145 1148 1152 rVV 84379 133557 1.37% 0.106%

36 9.787 1152 1156 1161 rVvv7 63893 110587 1.14% 0.088%
37 9.875 1161 1171 1179 rVV 961455 1819661 18.71% 1.443%
38 9.987 1183 1190 1199 rVB 2841421 4831009 49.67% 3.831%
39 10.151 1209 1218 1226 rBV2 136523 236239 2.43% 0.187%
40 10.228 1226 1231 1234 rVV4 23029 40935 0.42% 0.032%

41 10.281 1234 1240 1246 rVV 114827 208839 2.15% 0.166%
42 10.357 1246 1253 1259 rVV 2107635 3535878 36.36% 2.804%
43 10.422 1259 1264 1270 rVV5 155028 352274 3.62% 0.279%
44 10.657 1298 1304 1310 rBV2 105835 189751 1.95% 0.150%
45 10.716 1310 1314 1318 rBV2 22020 38607 0.40% 0.031%

46 10.910 1341 1347 1352 rBV 215083 316806 3.26% 0.251%
47 10.969 1352 1357 1360 rVV 96936 162498 1.67% 0.129%

48 10.998 1360 1362 1368 rVB 71902 94568 0.97% 0.075%
49 11.104 1375 1380 1382 rBV3 37519 64643 0.66% 0.051%
50 11.175 1382 1392 1401 rVV2 262587 672194 6.91% 0.533%
51 11.257 1402 1406 1410 rVVv2 39169 71840 0.74% 0.057%
52 11.328 1412 1418 1427 rVV2 21159 68776 0.71% 0.055%

53 11.534 1448 1453 1458 rVv4 53935 104203 1.07% 0.083%
54 11.587 1458 1462 1473 rVB4 47848 104583 1.08% 0.083%

55 11.710 1480 1483 1490 rVB2 41816 70427 0.72% 0.056%
56 11.881 1505 1512 1518 rBV6 28834 65831 0.68% 0.052%
57 11.951 1518 1524 1533 rVB 59088 105855 1.09% 0.084%
58 12.222 1566 1570 1574 rBV 36881 50801 0.52% 0.040%
59 12.587 1626 1632 1644 rVV 443514 715738 7.36% 0.568%
60 12.675 1644 1647 1654 rVB 53049 80023 0.82% 0.063%

61 12.839 1670 1675 1684 rVV 770972 1088911 11.20% 0.864%
62 13.145 1720 1727 1738 rBV 1076910 1627820 16.74% 1.291%

63 13.328 1753 1758 1760 rBV5 23398 37576 0.39% 0.030%
64 13.475 1778 1783 1789 rVV3 49859 69546 0.72% 0.055%
65 13.569 1792 1799 1801 rBvV4 26203 40372 0.42% 0.032%

66 13.651 1806 1813 1823 rVV 4973364 6821704 70.14% 5.410%
67 13.781 1830 1835 1844 rVB3 140746 208327 2.14% 0.165%
68 13.922 1847 1859 1866 rBV 5516512 8246117 84.79% 6.540%
69 14.092 1884 1888 1893 rBV2 66998 102984 1.06% 0.082%
70 14.234 1903 1912 1918 rBV2 2844403 4351686 44.74% 3.451%

71 14.428 1940 1945 1955 rBV 456626 723149 7.44% 0.573%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
Title = SVOA CALIBRATION

72 14.704 1989 1992 2001 rVB2 35573 68504 0.70% 0.054%
73 14.834 2008 2014 2020 rBv4 48193 94203 0.97% 0.075%
74 14.986 2035 2040 2045 rvv2 40066 63483 0.65% 0.050%

75 15.075 2045 2055 2061 rVB2 343387 570152 5.86% 0.452%

76 15.233 2074 2082 2088 rBV 6438860 9474010 97.41% 7.513%
77 15.351 2094 2102 2107 rBV 1033796 1459672 15.01% 1.158%
78 15.392 2107 2109 2115 rVv2 60230 84354 0.87% 0.067%
79 15.469 2117 2122 2129 rVV 96378 146903 1.51% 0.117%
80 15.616 2141 2147 2151 rVB2 90331 147330 1.51% 0.117%

81 16.016 2211 2215 2222 rVB3 31315 48149 0.50% 0.038%
82 16.651 2318 2323 2332 rVB5 19573 45558 0.47% 0.036%
83 16.986 2373 2380 2386 rBV2 3210695 4593131 47.23% 3.643%
84 17.086 2390 2397 2408 rVB 6462673 9363354 96.27% 7.426%
85 17.292 2428 2432 2436 rVV 82161 105633 1.09% 0.084%

86 17.675 2492 2497 2509 rBV 2870082 3469692 35.67% 2.752%
87 17.910 2533 2537 2544 rBVS 39776 82490 0.85% 0.065%
88 17.975 2544 2548 2554 rVB 66911 93085 0.96% 0.074%
89 18.116 2568 2572 2576 rBV 119099 179648 1.85% 0.142%
90 19.027 2722 2727 2731 rBV 72625 106384 1.09% 0.084%

91 19.216 2755 2759 2766 rBV10 24601 49148 0.51% 0.039%
92 19.280 2766 2770 2775 rVv2 70050 97679 1.00% 0.077%
93 19.398 2782 2790 2802 rBV 7025603 9725878 100.00% 7.713%
94 21.216 3093 3099 3107 rBV 3283643 4169104 42.87% 3.306%
95 21.851 3204 3207 3211 rBV 72962 87522 0.90% 0.069%

96 22.810 3367 3370 3379 rvB2 183152 268097 2.76% 0.213%
97 23.280 3443 3450 3460 rBV 4608424 8580639 88.22% 6.805%
98 23.374 3462 3466 3468 rVV 219337 357545 3.68% 0.284%
99 23.415 3468 3473 3484 rVB2 2161175 4054814 41.69% 3.216%
100 24.004 3569 3573 3579 rVB2 198366 365278 3.76% 0.290%

Sum of corrected areas: 126095456
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
: BNO05215.D

: 23 Apr 2019 15:29

: JU/SJ

: K2403-22

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

Abundance
7000000

6000000
5000000
4000000
3000000
2000000
1000000

04
Time--> 3.00

TIC: BN005215.D

9.99

3.22 4.26 5.08 . (i . (BOGARE: L
350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

=
Time-->  12.00 1250 13.00 13.50 14.00 14.50 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BN005215.D

15.23 17.09 1940

13.92
13.65

16.99
14.23 17.67

He62 16.02 16.65

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0=

TIC: BN005215.D

23.28

21.22

23.42

22.81 BIB7 24.00
21.85 A A
_,,_,_,__J L_J_d__/L-/\—_JZ

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 1 Cyclohexanone Concentration Rank 11

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

5.69 3.90 ng/ul 481484 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 94
2 Cvclohexanone 98 C6H100 000108-94-1 94
3 Cvclohexanone 98 C6H100 000108-94-1 91
4 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 90
5 Cyclohexanone 98 C6H100 000108-94-1 90

Abundance Scan 460 (5.693 min): BN005215.D (-452) (-) m/z 55.00 100.00%
55
42
5000 98
69
83 540 560 5.80 6.00
SRR :.'.-!~,.."..i'....,....,..1.3?,....,....,....,.29?. m/z 42.00 65.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3106: Cyclohexanone
55
42
5000 98
69 5.40 5.60 5.80 6.00
m/z 98.10 37.01%
27 | 83
= '“dl'"'L"“W'“'l"'w""l“"l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3103: Cyclohexanone
42 9
540 560 580 6.00
5000 m/z 41.05 32.56%
27 69 98
1 L\ I 83
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3095: Cyclohexanone AR RS e e
55 5.40 5.60 5.80 6.00
m/z 39.00 24 .26%
42
5000 98
69
27
83
"}i"'w"'w'"w"'w"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 2 Ethanol, 2-butoxy- Concentration Rank 8

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

5.72 5.50 ng/ul 679020 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 59
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 50
3 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 49
4 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 32
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 28

Abundance Scan 465 (5.722 min): BN005215.D (-462) (-) m/z 57.10 100.00%
57
5000 5 A\
‘ 8 540 560 580 6.00
75
e e L2008 207 Tm/z 45.00  38.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8549: Ethanol, 2-butoxy-
57
5000 45 540 560 580 6.00
29 87 m/z 41.00 32.82%
o U ﬁél'['}?q"¥1?""l" U SR UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8599: Ethylene glycol monoisobutyl ether
57
45 AR RN AR RN
5.40 5.60 5.80 6.00
5000 m/z 87.05 18.04%
29 75
87
18 LM k Jh ‘W 100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8550: Ethanol, 2-butoxy- R e B AR
57 5.40 5.60 5.80 6.00

m/z 56.05 8.54%

5000 s 45

87

75 ‘
15 ‘\‘ bl 100 118

ettt R REEE e e

m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 12

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

7.67 3.88 ng/ul 479909 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 59

Abundance Scan 796 (7.669 min): BN005215.D (-790) (-) m/z 57.00 100.00%
57
5000
41
B3 7.40 7.60 7.80 8.00
98 . . .
112 207 281 m/z 41.10 35.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 7.40 7.60 7.80 8.00
29 83 m/z 42.95 31.14%
15 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13212: 1-Hexanol, 2-ethyl-
57

7.40 7.60 7.80 8.00
5000 a1 m/z 55.05 26.66%

2( 83
98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46884: 1-1sobutoxy-2-ethylhexane
57 7.40 7.60 7.80 8.00
42 m/z 56.10 21.08%
5000
2
71
Ll 87 MPi0gaa3
,,,,,,,, R RRREE R RS E R SRR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 4 Benzyl Alcohol Concentration Rank 7

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

7.83 5.88 ng/ul 726904 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl Alcohol 108 C7H80 000100-51-6 98
2 Benzvl Alcohol 108 C7H80 000100-51-6 96
3 N-Cbz-alvcvlalvcine p-nitropheny... 387 C18H17N307 013574-81-7 91
4 Benzvl Alcohol 108 C7H80 000100-51-6 87
5 1,2-Ethanediol, 1-phenyl- 138 C8H1002 000093-56-1 64

Abundance Scan 823 (7.828 min): BN005215.D (-817) (-) m/z 79.00 100.00%
79
108
5000
51
| 1 208 7.40 7.60 7.80 8.00 8.20
e e m/z 108.00 74.37%
m/z--> 50 100 150 200 250 300 350
Abundance #5228: Benzyl Alcohol
® 108
5000 USRI UL L IR
51 7.40 7.60 7.80 8.00 8.20
m/z 77.00 67.47%
I%Z{”,L.|l“|||||| S
m/z--> 50 100 150 200 250 300 350
Abundance #5229: Benzyl Alcohol
79 108
7.40 7.60 7.80 8.00 8.20
5000 m/z 107.00 50.72%
51
'%Ztk”blll“"'l" LS UL SRS UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #153290: N—Cbz—glycylglycine p—nitrophenyl ester LI D
o8 7.40 7.60 7.80 8.00 8.20
m/z 50.95 29 .44%
5000
51
b i 138 168 192 281 387
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 5 Phenol, 2-methoxy- Concentration Rank 4

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

8.68 8.44 ng/ul 1042850 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 96
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 94
4 Meauinol 124 C7H802 000150-76-5 91
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87

Abundance Scan 968 (8d)681 min): BN005215.D (-961) (-) m/z 109.00 100.00%
109
81 124
5000
53 N
39 8.40 8.60 8.80 9.00
Lo 208 281 "m/z 81.00 79.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10079: Phenol, 2-methoxy-
109
124
81
5000 U I A R R
8.40 860 8.80 9.00
53 m/z 124.00 75.97%
39
15 7 | 95
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10078: Phenol, 2-methoxy-
109124
840 8.60 8.80 9.00
5000 81 m/z 53.00 24 .49%
27
,w,\,‘”,%,, N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10077: Phenol, 2-methoxy-

8.40 8.60 8.80 9.00
m/z 52.00 13.98%

5000

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 6 unknown-01 Concentration Rank 15

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

8.84 2.44 ng/ul 301356 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Octadien-3-ol. 3.7-dimethvl-_.. 273 C17H23N02 007149-26-0 49
2 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 45
3 1.6-Octadien-3-ol. 3.7-dimethvl-... 196 C12H2002 000115-95-7 43
4 1.3.6-Octatriene., 3.7-dimethvl-.... 136 C10H16 003338-55-4 43
5 1,3,7-Octatriene, 3,7-dimethyl- 136 C10H16 000502-99-8 43

Abundance Scan 995 (8.840 min): BN005215.D (-989) (-) m/z 71.00 100.00%
il
41 93
55
5000
121
105 136 8.60 8.80 9.00 9.20
A 2% | m/z 40.95  76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #102398: 1,6-Octadien-3-ol, 3,7-dimethyl-, 2-aminobenzoate
43 9B
5000 80
69 8.60 8.80 9.00 9.20
- 55 121 m/z 43.00 76.53%
105
..}?,....|;:.Jl,.hL.dP..Mn,.Wn .J..%??..l?ﬁ,....,.. —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15259: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
9B
8.60 8.80 9.00 9.20
5000 79 m/z 93.10 75.51%
41 o
105
27 67 121
15 ‘ \‘H \‘ 13\6
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53374: 1,6-Octadien-3-ol, 3,7-dimethyl-, acetate
983 8.60 8.80 9.00 9.20
43 m/z 55.05 67 .55%
5000
69 80 121
27 » 107 ‘ 136
e ‘”‘..“.,.‘H:.“,‘”..‘M‘.,.“.‘..,‘...l,..1.5.41.6.7.. 196
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 7 Ethanol, 2-(hexyloxy)- Concentration Rank 6

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

8.91 7.30 ng/ul 901368 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 72
2 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 50
3 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 42
4 Hexane. 1-(Chexvloxv)-2-methvl- 200 C13H280 074421-17-3 38
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 38

Abundance Scan 1007 (8.910 min): BN005215.D (-1002) (-) m/z 43.05 100.00%
48
85 ¥
5000
57
75 8.60 8.80 9.00 9.20
115
— - 22 191 m/z 85.10 52.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21169: Ethanol, 2-(hexyloxy)-
43
5000 7 85
8.60 8.80 9.00 9.20
57 m/z 44.95 42 .46%
| 75 99 1:!_5
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #21170: Ethanol, 2-(hexyloxy)-
43
85 8.60 8.80 9.00 9.20
5000 m/z 41.00 36.07%
57
27 75
||1|5||||||||||||||||||||9|9||]|-1|5|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21166: Ethanol, 2-(hexyloxy)-
43 8.60 8.80 9.00 9.20
85 m/z 57.10 26.89%
5000
29 75
T '}?'ht ”ﬁ"§#h""'lk' "|""| ""|%47"|"" T
m/z--> 20 40 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 8 Pentanedioic acid, dimethyl.._. Concentration Rank 10

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

9.31 4.12 ng/ul 727753 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 86
2 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 59
3 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 50
4 Butanedioic acid. methvl-. dimet... 160 C7H1204 001604-11-1 50
5 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 38

Abundance Scan 1075 (9.310 min): BN005215.D (-1066) (-) m/z 59.00 100.00%
59
100
5000 129
|| 8( 15 | 101 207 9.00 9.20 9.40 9.60
...w...w...q.'” e s e m/z 100.00 73.87%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #29611: Pentanedioic acid, dimethyl ester
59
15 100
5000 42 ISR SR A SRR
129 9.00 9.20 9.40 9.60
29 m/z 101.00 53.54%
74 87
113
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29610: Pentanedioic acid, dimethyl ester
59
ISR SR SRR SRR
15 100 9.00 9.20 9.40 9.60
5000 129 m/z 55.00 44 _69%
LT
"'I'h 'JI""I"WM e '%%%I' “"I"';Gq" SN SR
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #29612: Pentanedioic acid, dimethyl ester
59 100 9.00 9.20 9.40 9.60
129 m/z 129.00 41.18%
5000 15 42
87
‘ 74
”"Iﬂh'hh'ki”WMlh'J‘”y%ﬁ"'ﬁ"W"'W"”l"” U UL S I R
m/z--> 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 9 Dipropylene glycol Concentration Rank 16

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

9.57 2.20 ng/ul 389400 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol 134 C6H1403 025265-71-8 78
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 78
4 2-Propanol. 1-(2-methoxv-1-methy... 148 C7H1603 020324-32-7 64
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 59

Abundance Scan 1119 (9.569 min): BN005215.D (-1114) (-) m/z 59.00 100.00%
99
5000
T 103 9.20 9.40 9.60 9.80
87 - : : :
0 ...,....-,|'|.|...~'i..7.2.,.-...,..1.1.5,..1?2:,....,....,....,210.7.. m/z 45.00 21.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14578: Dipropylene glycol
59
5000
31 103 9.20 9.40 9.60 9.80
45 m/z 43.05 20.04%
15 .HJ | 75 89
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14598: 1-Propanol, 2-(2-hydroxypropoxy)-
59
9.20 9.40 9.60 9.80
5000 m/z 103.10 18.71%
81 45 103
A5 W A 75 89 | ws ama
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14583: 1-Propanol, 2,2'-oxybis-
59 9.20 9.40 9.60 9.80
m/z 41.00 16.88%
5000
31 45 103
15 “‘ ‘\u‘ |75 89
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 10 unknown-02 Concentration Rank 3

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

9.63 10.12 ng/ul 1789640 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethoxv-2-butanone 132 C6H1203 021983-72-2 33
2 4-Ketopimelic 174 C7H1005 000502-50-1 25
3 1.3-Dioxolane-4-carboxaldehvde. ... 130 C6H1003 015186-48-8 23
4 Hvdrazine. 1.2-dibutvl- 144 C8H20N2 001744-71-4 17
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 17

Abundance Scan 1129 (9.628 min): BN005215.D (-1123) (-) m/z 43.00 100.00%
a3
101
5000
i 8 9.40 9.60 9.80 10.00
122 . . . )
S ..?,9....-,.|...,.... 33l 199 191 208 | h57100.95  63.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13799: 3,3-Dimethoxy-2-butanone
a3
89
5000 101
9.40 9.60 9.80 10.00
15 73 m/z 73.05 26 .63%
2 Jiso | ||
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #38847: 4-Ketopimelic
101
9.40 9.60 9.80 10.00
5000 55 m/z 87.00 18.50%
29 73
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12878: 1,3-Dioxolane-4-carboxaldehyde, 2,2-dimethyl-, (R)-
43 9.40 9.60 9.80 10.00
m/z 45.00 18.42%
5000 101
115
2 ) % |
L L Ay L .
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

SOM-EPA-BNO41919MA_M Thu Apr 25 19:15:53 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 11 Butane, 2-methoxy- Concentration Rank 2

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

9.87 10.29 ng/ul 1819660 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv- 88 C5H120 006795-87-5 64
2 Propane. 1l-ethoxv- 88 C5H120 000628-32-0 58
3 3-Hexanol 102 C6H140 000623-37-0 42
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 40
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 38

Abundance Scan 1170 (9.869 min): BN005215.D (-1161) (-) m/z 59.00 100.00%
59 7
5000 43
73
g7 101 114 130 143 9.60 9.80 10.00 10.20

[0} fnTrHLrqTn#TnTrﬁTnTThTTananTrnTpTTr m/z 43.00 37.20%

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2075: Butane, 2-methoxy-
59
5000

29 9.60 9.80 10.00 10.20
15 41 , m/z 73.05 14.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2071: Propane, 1-ethoxy-
31 59
9.60 9.80 10.00 10.20
5000 43 m/z 41.00 8.16%
88
15 “ ‘ | 73
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4321: 3-Hexanol
59 9.60 9.80 10.00 10.20

m/z 45.00 7.34%

5000 73

I I 84 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 12 Nonanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.17 3.80 ng/ul 672194 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Nonanoic acid 158 C9H1802 000112-05-0 78
3 Nonanoic acid 158 C9H1802 000112-05-0 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 56
Abundance Scan 1391 (11.169 min): BN005215.D (-1382) (-) m/z 60.00 100.00%
73
41
5000
10.80 11.00 11.20 11.40
m/z 72.95 79.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28744: Nonanoic acid
60 73
41
5000 AL AR DA
29 10.80 11.00 11.20 11.40
m/z 57.05 64.71%
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28743: Nonanoic acid
41 ep 73
10.80 11.00 11.20 11.40
5000 29 m/z 41.00 52.82%
87 98 115 129
R ma ‘Mufwk|J“||l:||J|}?}|}??::::luuuuluun
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28742: Nonanoic acid L e I S e
60 10.80 11.00 11.20 11.40
73 m/z 55.00 45.50%
5000
41
29 gg 115 129
87
0 R T O O . Sl S i A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 13 Propanoic acid, 2-methyl-, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.59 3.29 ng/ul 715738 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 64
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 53
3 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
4 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 43
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42
Abundance Scan 1633 (12.592 min): BN005215.D (-1626) (-) m/z 71.00 100.00%
43 [
5000
56 83
98
111 143 173 12.20 12.40 12.60 12.80 13.00
,....l,|-.-..|.|,.'.'-'.,‘.'J..'|,..-..,.1.2.9.,'.-...1?.1..'.,....,?95?.,....,... m/z 43.05 80.05%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000
56 12.20 12.40 12.60 12.80 13.00
83 m/z 55.95 36.09%
% 111 143 173
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7
43 12.20 12.40 12.60 12.80 13.00
5000 m/z 83.05 30.16%
56 a3
00| LT %8111 17 143 159173185108 215 243
mz-> 20 Jo 60 80 100 150 150 160 180 200 220 240
Abundance #38366: 3-Hexanone, 2,5-dimethyl-4-nitro-
43 12.20 12.40 12.60 12.80 13.00
7 m/z 41.05 25.15%
5000
56
|, J‘ ‘L |, 83 102115127 171
mz-> 20 40 60 éo 160 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 14 Propanoic acid, 2-methyl-, ... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.84 5.00 ng/ul 1088910 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 78
2 Propanoic acid. 2-methvl-. 2-eth... 216 C12H2403 074367-31-0 78
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 72
4 trans-2.3-Epoxvdecane 156 C10H200 054125-39-2 43
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 42

Abundance Scan 1675 (12.839 min): BN005215.D (-1670) (-) m/z 71.00 100.00%
43 56 i
89
5000
143 12.60 12.80 13.00 13.20
| .',":'. “, A Ll 20313 127 T\T1SS ) 207 "n/z 56.00 92.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66733: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
7
56
43
5000 89
12.60 12.80 13.00 13.20
m/z 43.05 86.79%
e L ma  aes1es 3
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66729: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexy! ...
71 89
43 B 12.60 12.80 13.00 13.20
5000 m/z 89.00 65.46%
27
I ‘LH M A |l 100111 128 3155 173
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20037: Butanoic acid, butyl ester
7 12.60 12.80 13.00 13.20
" 56 89 m/z 41.05 32.98%
5000
29
101
s oy b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 15 Vanillin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.15 7.48 ng/ul 1627820 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 98
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 96
4 Benzaldehvde. 3-hvdroxv-4-methoxv- 152 C8H803 000621-59-0 95
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94
Abundance Scan 1728 (13.151 min): BN005215.D (-1720) (-) m/z 151.00 100.00%
151
5000 ]\_
81 109
29 O 65 R 12:80 13.00 13.20 1340
137 . . .
% A9 209 1 Tnsz 152.00  93.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24644: Vanillin
151
5000 AU BAREE B
81 09 1280 1300 13.20 13.40
51 109 123 m/z 81.00 33.19%
27 39 65
95 137
m/z--> 200 40 60 80 100 120 140 iédl 'iédl '266"'
Abundance #24646: Vanillin
151
12:80 13.00 13.20 13.40
5000 m/z 109.00 26.61%
81
527 B I e | fw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24643: Vanillin L LI L L BN B
152 12.80 13.00 13.20 13.40
m/z 123.00 18.26%
5000
81 109
51 123
m/z--> 20 40 o 80 100 120 140 m)mozm nmnmwmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005215.D

Aca On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample : K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

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

Peak Number 16 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.67 15.11 ng/ul 3469690 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 95
3 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 90
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 45
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 44

Abundance Scan 2496 (17.669 min): BN005215.D (-2492) (-) m/z 57.10 100.00%

g7
205

5000

17.40 17.60 17.80 18.00
m/z 205.10 76.10%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
41

17.40 17.60 17.80 18.00
220 m/z 54.95 54.23%

233 948261 276

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
R B N R
205 17.40 17.60 17.80 18.00
5000 m/z 217.20 50.29%
175
91 189
e |1 T
IIII”M\ m H\H ‘\\m “‘\‘:\”%ZHH\ \ h \H\I h H H : \ - |||||‘||2|7|?|||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104142: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2... R e L B R
57 17.40 17.60 17.80 18.00
m/z 41.00 47 .63%
205
5000
177 20
91
77 70 109 13540161 ‘ 1091 261
S T PO A T S L S NS -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17. 80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN042319\
Data File : BN005215.D

Acq On : 23 Apr 2019 15:29

Operator : JU/SJ

Sample - K2403-22

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexanone 5.69 3.9 ng/ul 481484 1 7.60 2470650 20.0
Ethanol, 2-butoxy- 5.72 5.5 ng/ul 679020 1 7.60 2470650 20.0
1-Hexanol, 2-ethyl- 7.67 3.9 ng/ul 479909 1 7.60 2470650 20.0
Benzyl Alcohol 7.83 5.9 ng/ul 726904 1 7.60 2470650 20.0
Phenol, 2-methoxy- 8.68 8.4 ng/ul 1042850 1 7.60 2470650 20.0
unknown-01 8.84 2.4 ng/ul 301356 1 7.60 2470650 20.0
Ethanol, 2-(Chexyl... 8.91 7.3 ng/ul 901368 1 7.60 2470650 20.0
Pentanedioic acid... 9.31 4.1 ng/ul 727753 2 10.36 3535880 20.0
Dipropylene glycol 9.57 2.2 ng/ul 389400 2 10.36 3535880 20.0
unknown-02 9.63 10.1 ng/ul 1789640 2 10.36 3535880 20.0
Butane, 2-methoxy- 9.87 10.3 ng/ul 1819660 2 10.36 3535880 20.0
Nonanoic acid 11.17 3.8 ng/ul 672194 2 10.36 3535880 20.0
Propanoic acid, 2... 12.59 3.3 ng/ul 715738 3 14.23 4351690 20.0
Propanoic acid, 2... 12.84 5.0 ng/ul 1088910 3 14.23 4351690 20.0
Vanillin 13.15 7.5 ng/ul 1627820 3 14.23 4351690 20.0
7,9-Di-tert-butyl... 17.67 15.1 ng/ul 3469690 4 16.99 4593130 20.0
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