LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 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 3.217 35 39 49 rBV 92033 112635 1.21% 0.090%
2 3.911 151 157 164 rVB 22732 35022 0.38% 0.028%
3 4.258 212 216 224 rVB2 39379 54906 0.59% 0.044%
4 4.787 300 306 312 rBV2 23449 36087 0.39% 0.029%
5 5.081 352 356 363 rVB 56140 71540 0.77% 0.057%
6 5.687 450 459 462 rBV 287617 458115 4.92% 0.368%
7 5.722 462 465 472 rVB 485231 636211 6.83% 0.510%
8 5.846 482 486 492 rvv3 25429 50588 0.54% 0.041%
9 6.275 551 559 563 rBVY2 107660 163680 1.76% 0.131%
10 6.317 563 566 570 rvVv 31609 44273 0.48% 0.036%
11 6.364 570 574 578 rVB 71020 95495 1.03% 0.077%

12 6.611 606 616 623 rBv2 78330 152621 1.64% 0.122%
13 6.775 630 644 653 rBvY 706731 1329630 14.28% 1.067%
14 6.946 662 673 683 rBY 1887508 2895997 31.11% 2.324%
15 7.040 683 689 694 rvv 53465 85134 0.91% 0.068%

16 7.134 697 705 713 rvVv 2180705 3330981 35.78% 2.673%
17 7.205 713 717 728 rVvV 76965 122446 1.32% 0.098%
18 7.387 742 748 756 rBV 62480 100321 1.08% 0.080%
19 7.599 776 784 790 rBV 1810480 2868982 30.82% 2.302%
20 7.664 790 795 804 rvv 232068 390059 4._.19% 0.313%

21 7.746 804 809 816 rvv3 48530 92332 0.99% 0.074%
22 7.828 816 823 832 rVvV2 477949 839440 9.02% 0.674%
23 7.905 832 836 840 rvv4 35938 58075 0.62% 0.047%
24 8.158 876 879 883 rvv 22431 37256 0.40% 0.030%

25 8.211 883 888 894 rvv2 65719 119769 1.29% 0.096%

26 8.293 894 902 914 rVV 1751733 2790699 29.98% 2.239%
27 8.405 914 921 927 rVV 153613 266862 2.87% 0.214%
28 8.681 962 968 972 rvV 577868 938162 10.08% 0.753%
29 8.740 972 978 990 rVvVv 2298941 3942540 42.35% 3.163%
30 8.863 993 999 1002 rvVv 55709 93395 1.00% 0.075%

31 8.911 1002 1007 1016 rVvVv 458999 717302 7.71% 0.576%
32 9.116 1038 1042 1049 rBV2 23502 47796 0.51% 0.038%
33 9.305 1066 1074 1083 rVB 435746 668657 7.18% 0.537%
34 9.452 1090 1099 1105 rBV 1889894 3075093 33.03% 2.467%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 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 9.510 1105 1109 1114 rVVv 201999 334365 3.59% 0.268%

36 9.569 1115 1119 1123 rVV 196993 366205 3.93% 0.294%
37 9.628 1123 1129 1137 rVV3 655521 1592139 17.10% 1.277%
38 9.699 1137 1141 1150 rVvv4 66044 153625 1.65% 0.123%
39 9.781 1151 1155 1161 rVV6 47880 95990 1.03% 0.077%
40 9.875 1161 1171 1179 rVV 877906 1665382 17.89%% 1.336%

41 9.981 1183 1189 1198 rVvV 2881172 4675300 50.22% 3.751%
42 10.063 1199 1203 1209 rVB7 27170 48126 0.52% 0.039%
43 10.152 1209 1218 1223 rBV2 127714 225152 2.42% 0.181%
44 10.275 1234 1239 1244 rVV2 95944 168219 1.81% 0.135%
45 10.357 1246 1253 1259 rVV 2453826 4074551 43.77% 3.269%

46 10.405 1259 1261 1270 rVBS5 111375 196182 2.11% 0.157%
47 10.657 1297 1304 1310 rBV3 86700 154681 1.66% 0.124%
48 10.722 1310 1315 1319 rBV4 21001 36360 0.39% 0.029%
49 10.910 1339 1347 1352 rBV 175817 279397 3.00% 0.224%
50 10.969 1352 1357 1360 rBV 84417 123473 1.33% 0.099%

51 11.105 1375 1380 1382 rBV3 35961 60823 0.65% 0.049%
52 11.157 1382 1389 1399 rVV6 95679 288990 3.10% 0.232%
53 11.257 1399 1406 1410 rVB5 22789 47472 0.51% 0.038%
54 11.534 1449 1453 1458 rVV5 31481 56316 0.60% 0.045%
55 11.587 1458 1462 1472 rVB6 28267 64057 0.69% 0.051%
56 11.952 1519 1524 1533 rVB 52663 93446 1.00% 0.075%
57 12.134 1548 1555 1560 rBV7 15767 36512 0.39% 0.029%
58 12.222 1565 1570 1575 rVV 36252 51616 0.55% 0.041%
59 12.581 1623 1631 1643 rBV 407741 657744 7.07% 0.528%
60 12.675 1643 1647 1654 rVB 51984 81046 0.87% 0.065%

61 12.840 1669 1675 1682 rBV 756706 1057431 11.36% 0.848%
62 13.146 1720 1727 1738 rBV 788446 1249637 13.42% 1.003%
63 13.475 1778 1783 1789 rBV3 41473 62509 0.67% 0.050%
64 13.557 1793 1797 1802 rVvv4 31216 51003 0.55% 0.041%
65 13.651 1806 1813 1820 rVV 4634712 6456144 69.35% 5.180%

66 13.922 1849 1859 1865 rBV 5126091 7703742 82.75% 6.181%

67 14.093 1881 1888 1892 rBV 56809 92113 0.99% 0.074%
68 14.228 1904 1911 1923 rBV2 3213309 4990977 53.61% 4_005%
69 14.328 1923 1928 1931 rVB3 26462 36463 0.39% 0.029%

70 14.428 1939 1945 1955 rBV 405966 648848 6.97% 0.521%
71 14.704 1988 1992 2000 rVB2 25020 51022 0.55% 0.041%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 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 14.834 2009 2014 2020 rBv4 38453 71716 0.77% 0.058%
73 14.987 2036 2040 2045 rVvVv 31225 41204 0.44% 0.033%

74 15.069 2045 2054 2061 rVvv2 319580 500275 5.37% 0.401%
75 15.228 2074 2081 2088 rBV 6258722 8947967 96.12% 7.180%

76 15.345 2093 2101 2107 rVvVv 949146 1408968 15.13% 1.131%
77 15.393 2107 2109 2115 rVvVv 61548 82416 0.89% 0.066%
78 15.469 2117 2122 2129 rVB 88617 134377 1.44% 0.108%
79 15.610 2139 2146 2152 rBV3 83544 141368 1.52% 0.113%
80 16.981 2373 2379 2389 rBV 3643902 5231844 56.20% 4.198%

81 17.081 2389 2396 2408 rBV 6161877 8712771 93.59% 6.991%
82 17.292 2427 2432 2437 rBV 78057 102033 1.10% 0.082%
83 17.675 2491 2497 2504 rBV 2996807 3677368 39.50% 2.951%
84 17.910 2533 2537 2543 rBV6 33367 67077 0.72% 0.054%
85 17.975 2544 2548 2557 rVB 79836 117486 1.26% 0.094%

86 18.116 2568 2572 2576 rBV 93415 138466 1.49% 0.111%

87 19.022 2722 2726 2733 rBvV 67219 96611 1.04% 0.078%
88 19.275 2766 2769 2774 rVV 57697 71345 0.77% 0.057%
89 19.392 2782 2789 2801 rBV 6807993 9309548 100.00% 7.470%
90 20.963 3053 3056 3061 rBv4 34096 46284 0.50% 0.037%

91 21.210 3092 3098 3107 rBV 3852739 4918542 52.83% 3.946%
92 21.404 3128 3131 3135 rBV 88408 102808 1.10% 0.082%
93 21.839 3202 3205 3209 rVB 189020 200651 2.16% 0.161%
94 22.298 3279 3283 3292 rVB 295276 391703 4.21% 0.314%
95 22.798 3364 3368 3373 rVB 328780 470715 5.06% 0.378%

96 23.274 3441 3449 3458 rBV 4592042 8398151 90.21% 6.738%
97 23.357 3459 3463 3466 rVvVv 387450 608504 6.54% 0.488%
98 23.410 3466 3472 3482 rVB 2576462 4831332 51.90% 3.876%
99 23.992 3566 3571 3578 rVB 298442 552631 5.94% 0.443%
100 24.721 3690 3695 3703 rVB2 236708 508271 5.46% 0.408%

Sum of corrected areas: 124631591
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M

Quant Title

SVOA CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

Time--> 3.00

TIC: BN005231.D

9.98

3.22 3.91 4.26

4.00 4.50

4.795.08
5.00

7.50

7.00

3.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

==
1200 1250 13.00 13.50 14.00 14.50 15.00

TIC: BN005231.D

1939

15.23 17.08

13.92
13.65

16.98

14.23 17.67

12.8413.15

19,0292

15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

20.96

TIC: BN005231.D

23.27

21.21

P3.41

23.99

22.30 22.80
40 21.84 A

2540 5 A ]-.6

24.72
AN

AN

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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 3.19 ng/ul 458115 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 91
3 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 90
4 Cvclohexanone 98 C6H100 000108-94-1 86
5 Cyclohexanone 98 C6H100 000108-94-1 78

Abundance Scan 459 (5.687 min): BN005231.D (-450) (-) m/z 55.00 100.00%
55
42
5000 98
69
|| 83 540 5.60 5.80 6.00
el At e 2% m/z 42.00 67.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3106: Cyclohexanone
55
42
5000 98 M BARNSRARRs veRES LA
69 5.40 5.60 5.80 6.00
m/z 98.00 39.43%
27 ‘ 83
= '“ﬂ|'"'M"“W'“'l"'w""l“"l"“l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3095: Cyclohexanone
55
a2 5.0 560 580 600
5000 98 m/z 41.00 32.19%
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
Abundance #3171: Cyclopentanone, 2-methyl- R AN AREE R mE
a4 540 5.60 5.80 6.00
55 m/z 39.00 22.98%
98
5000 69
27
‘ ‘ 83
"”l”J“WL'“|"“ih'”W"”l"”l"“l"“l"“l"“
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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 4.44 ng/ul 636211 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 53
2 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 52
3 3.3-Dimethvlbutane-2-o0l 102 C6H140 000464-07-3 45
4 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 45
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 43

Abundance Scan 465 (5.722 min): BN005231.D (-462) (-) m/z 57.10 100.00%

57
5000 45

87 ERBAREEEEES L
3 75 540 560 580 6.00
..,....,....,....',.':..,...'.,....,..'..,...|.,...1.(,’(.’...,..1.1.?.... m/z 45.00 42.31%
mz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8549: Ethanol, 2-butoxy- k
5|7
5000 AR AR RS RSN AR
45 5.40 5.60 5.80 6.00
29 87 m/z 41.00 35.42%

1|8 |.| | 34 | 1y 63 | 7|5 | 100 118
I i o B o R RS S AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8550: Ethanol, 2-butoxy-
5[7

5.40 5.60 5.80 6.00

5000 29 45 m/z 87.05 18.69%
4 &7
3 75
SN JED 1 1 OO VNN o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4370: 3,3-Dimethylbutane-2-ol B B
45 57 540 560 580 6.00

m/z 56.10 8.19%

5000
69 g7

29

\ A 81 ‘ 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00

3
|
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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.

7.66 2.72 ng/ul 390059 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 83
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
4 dl1-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45

Abundance Scan 794 (7.658 min): BN005231.D (-790) (-) m/z 57.10 100.00%
57
5000
41
/\
B3 7.40 7.60 7.80 8.00
98 . . . .
112 133 281 m/z 41.00 32.82%
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 43.00 31.05%
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 55.00 27 .21%
2( 83
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 56.00 21.48%
5000
2 71
Ll 87 MPi0gaa3
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 260 280 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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 5

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

7.83 5.85 ng/ul 839440 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 95
3 Benzvl Alcohol 108 C7H80 000100-51-6 95
4 N-Cbz-alvcvlalvcine p-nitropheny... 387 C18H17N307 013574-81-7 90
5 N-.alpha.,N-.omega.-Di-cbz-L-arg... 442 C22H26N406 053934-75-1 72

Abundance Scan 823 (7.828 min): BN005231.D (-816) (-) m/z 79.00 100.00%
70
108
5000
51 AL
39 | &7 | 7.40 7.60 7.80 8.00 8.20
121 : : : : :
e e 28 Th/z 108.00 68.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5228: Benzyl Alcohol
» 108
5000
51 7.40 7.60 7.80 8.00 8.20
o1 m/z 77.00 61.08%
39 63
15 2 'ﬂ“l” LI SN AL BRI SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5227: Benzyl Alcohol
79 108
7.40 7.60 7.80 8.00 8.20
5000 m/z 107.00 50.20%
51 91
T '|?z'??'JN'|ﬁ?'“w 'J"IJ"'I""I"" [rrrrprrrrrTrTe
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5229: Benzyl Alcohol AT
79 108 7.40 7.60 7.80 8.00 8.20
m/z 50.95 28.46%
5000
51 91
39 65
'}?I%Z”\'JM'HL'”I'J”I” DS P S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 6.54 ng/ul 938162 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 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90

Abundance Scan 968 (8.681 min): BN005231.D (-962) (- m/z 109.00 100.00%
109
81 124
5000
53 I 5 G
39 63 8.40 8.60 8.80 9.00
el e ZA B L L Tm/z 81.00  80.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10079: Phenol, 2-methoxy-
109 10
81
5000 U U A L R
8.40 8.60 8.80 9.00
53 m/z 124.00 77.21%
s 2 P B % .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10078: Phenol, 2-methoxy-
109 124
840 8.60 8.80 9.00
5000 81 m/z 53.00 25.69%
27 39 98
"|"E%"'“|"'”|"'WWM"|'§§'|7ﬂ” ""l'??'l"'ﬂ""|'”"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10077: Phenol, 2-methoxy-
81 109 8.40 8.60 8.80 9.00
124 m/z 52.00 14 _.37%
5000
27 53
39
"I"”I"J”I'“wh""lﬁn'I??"I7ﬂ“il'”l'?§'l'”'l""I”"I" R AU A I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 Ethanol, 2-(hexyloxy)- Concentration Rank 7

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

8.91 5.00 ng/ul 717302 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 78
2 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 64
3 2.2-Dimethvlvalerovl chloride 148 C7H13CIO 015721-22-9 38
4 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 38
5 2-Butanol, 1,4-dimethoxy-3-(1,2,... 234 C12H2604 079449-92-6 38

Abundance Scan 1007 (8.911 min): BN005231.D (-1002) (-) m/z 43.10 100.00%
43
85
5000
57

69 115 8.60 8.80 9.00 9.20
X 207 m/z 85.05 59.56%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #21170: Ethanol, 2-(hexyloxy)-
43
85
5000

8.60 8.80 9.00 9.20

57 m/z 45.00 42 .22%
27 115
A e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #21169: Ethanol, 2-(hexyloxy)-
43
NSNS I N . .
8.60 8.80 9.00 9.20
5000 27 85 m/z 41.00 33.51%
‘ 57
S [ -
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22066: 2,2-Dimethylvaleroyl chloride
43 85 8.60 8.80 9.00 9.20
m/z 57.10 20.92%
5000
27 57
B o o o B LA Lo o o i
m/z--> 0 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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 Pentanedioic acid, dimethyl... Concentration Rank 10

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

9.30 3.28 ng/ul 668657 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 90
2 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 86
3 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 80
4 Butanedioic acid. methvl-. dimet... 160 C7H1204 001604-11-1 40
5 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 40

Abundance Scan 1073 (9.299 min): BN005231.D (-1066) (-) m/z 59.00 100.00%
5p
100
5000 129
||‘| ‘ 74 8|7 | 161 9.00 9.20 9.40 9.60
,,, ottt BT 207 0 Tn/z 100.00 66.24%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #29610: Pentanedioic acid, dimethyl ester
5p
000 15 100
> 129 9.00 920 9.40 9.60
‘ ‘ 87 m/z 101.00 47 .17%
74
....,.I!..I,||... e L e
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #29611: Pentanedioic acid, dimethyl ester
50
9.00 9.20 9.40 9.60
15
5000 42 100 m/z 55.00 40.11%
129
29 o
74
— ‘..1.1.3|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29612: Pentanedioic acid, dimethyl ester
50 100 9.00 9.20 9.40 9.60
129 m/z 129.00 36.09%
5000{ 15 42
87
”"I”"I”"I”"I”"”y%ﬁ"'ﬁ"'ﬁ"'ﬁ"'ﬁ"' AR SRS
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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.63 7.82 ng/ul 1592140 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-Ketopimelic
2 Di-n-propvl ether

3 Glvcine. N-acetvl-
4 Cvclopentane. 1.2.3.4.5-pentamet... 220 C10H2005

5 2-Propanone,

174 C7H1005
102 C6H140
117 C4H7NO3

1-(1,3-dioxolan-2-yl)- 130 C6H1003

000502-50-1 28
000111-43-3 22
000543-24-8 17
029887-59-0 12
000767-04-4 10

Abundance Scan 1129 (9.628 min): BN005231.D (-1123) (-) m/z 43.00 100.00%
43
101
5000
73
87 122 9.40 9.60 9.80 10.00
51 145
e et et e e e e e e || M7z 101.00 67.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #38847: 4-Ketopimelic
101
5000 55
73 9.40 9.60 9.80 10.00

m/z 73.05 28 .56%

“‘ | 83 gp | 111959129135 156 174

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #4332: Di-n-propy! ether
a3
9.40 9.60 9.80 10.00
5000 m/z 45.00 21.42%
73
2‘7 59 102
Raaa maa e A B ad L LA aa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #8210: Glycine, N-acetyl-
a3 9.40 9.60 9.80 10.00
m/z 41.00 16.07%
5000
30 72
99
B S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 9.40 9.60 9.80 10.00

SOM-EPA-BNO41919MA_M Thu Apr 25 19:24:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 2-Propanol, 1-(2-methoxypro... Concentration Rank 2

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

9.88 8.17 ng/ul 1665380 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 59
2 Butane. 2-methoxv- 88 C5H120 006795-87-5 39
3 Hvdrazine. 2-butvl-1.1-dimethvl- 116 C6H16N2 054007-23-7 38
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 38
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 38

Abundance Scan 1172 (9.881 min): BN005231.D (-1161) (-) m/z 59.00 100.00%
59
5000 43
3 101 114 9.60 9.80 10.00 10.20
e 88 T 180143 207 “m/z 43.00 38.00%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22085: 2-Propanol, 1-(2-methoxypropoxy)-
59
5000
9.60 9.80 10.00 10.20
m/z 72.95 15.41%
31 45 73 104
15 1 89 --"115 130
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2075: Butane, 2-methoxy-
59
9.60 9.80 10.00 10.20
5000 m/z 41.00 8.62%
29
15 73
.,2...‘.,.“l..‘,“.‘..‘.“,...‘.,.8.8..,....“...,.... I
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8039: Hydrazine, 2-butyl-1,1-dimethyl-
59 9.60 9.80 10.00 10.20
m/z 55.00 7.68%
5000
" 73 116
T "|'ﬁ?'|M“ RSN R '}?}"'I" ISP SRR R RN UL A BN B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 Propanoic acid, 2-methyl-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.64 ng/ul 657744 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 86
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 72
3 Propanoic acid. 2-methvl-., 2-met... 144 C8H1602 000097-85-8 50
4 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 40
Abundance Scan 1631 (12.581 min): BN005231.D (-1623) (-) m/z 70.95 100.00%
43 7
5000
56 83
|| ‘% 12.20 12.40 12.60 12.80
111 143 173 . : : :
...,....',-:-...|,..'-|.,.'.|..'|,..-..,1."‘.7..,-;.1.“??...-.,....,2.0.7..,....,... m/z 43.00 90.90%
m/z--> 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
83 m/z 56.00 36.39%
% 111 143 173
m/z--> 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
5000 m/z 83.10 30.17%
56
20 LT %81t qp7 143 19917316519 215 243
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240
Abundance #20151: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43 7 12.20 12.40 12.60 12.80
m/z 41.00 26 .84%
5000 56
29 89
15 || | 101494 159
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.84 4.24 ng/ul 1057430 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 83
2 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 56
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 50
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 (12.840 min): BN005231.D (-1669) (-) m/z 71.05 100.00%
43 56 7
89
5000
| 101113 127 143155 173 007 12.60 12.80 13.00 13.20
SRS VY| WY | R 2 L e S L m/z 56.10 93.97%
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 87 .80%
e L ma  aes1es 3
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66730: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexy! ...
m 89
43 ' 12.60 12.80 13.00 13.20
5000 56 m/z 89.00 65.99%
el L 200111 128 203155 74 108
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 33.23%
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 : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 12 Vanillin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.15 5.01 ng/ul 1249640 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 97
4 Vanillin 152 C8H803 000121-33-5 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95
Abundance Scan 1728 (13.151 min): BN005231.D (-1720) (-) m/z 151.00 100.00%
151
5000
81 109 ]\‘
o B | . 17150 13,00 1320 1340
! m/z 152.00 91.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24644: Vanillin
151
5000 AU UL AREE
81 1280 13100 13.20 13.40

109 453 m/z 80.95 33.69%

51
27 39 65 95 137
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24647: Vanilin
152

12. 80 13. 00 13 20 13.40

5000 m/z 109.00 24.11%
81 109 123
2739 865 | g5 | | 17 |
i B B o B A L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanillin B
151 12. 80 13. 00 13 20 13. 40

m/z 123.00 16.89%

5000
81
15 27 3? \W‘ M yl 98 \‘ | 187 |

m/z--> 20 40 80 100 120 140 160 180 200 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.67 14.06 ng/ul 3677370 Phenanthrene-d10 16.98
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 2.5-di-tert-Butvl-1.4-benzoaguinone 220 C14H2002 002460-77-7 46
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 45

Abundance Scan 2496 (17.669 min): BN005231.D (-2491) (-) m/z 57.05 100.00%

g7
205

5000

17.40 17.60 17.80 18.00
m/z 205.10 81.69%

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 55.08%

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
N B o B
205 17.40 17.60 17.80 18.00
5000 m/z 217.10 54 _09%
175
91 189
77 77 109 135 “ ‘ 261
IIII”IH\ m H\H ‘\\m “‘\‘:\”%ZHH\ A’h \H\ h H H - 276
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... e L
57 17.40 17.60 17.80 18.00
m/z 41.00 49 _53%
205
5000
177 20
91
109
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.36 2.52 ng/ul 608504 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eilcosane 282 C20H42 000112-95-8 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3464 (23.363 min): BN005231.D (-3459) (-) m/z 57.00 100.00%
57
5000 85
155 211 23.00 23.20 23.40 23.60
— ,J || I 13‘.} S5 2%0062 205 337 429 hyz 71.05  64.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000 AAABSARS AR DAREER
85 23. oo 23. 20 23. 40 23.60
29 m/z 43.05 57 .84%
LT | 218 141 160 282
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #107654: Eicosane
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.10 45.45%
- 282
113 141 169 197
.‘.‘.lJ JJ\\\ ‘.‘..1.‘,.12.12.5;2,5?.'..*.,....,....,....
m/z--> 50 150 200 250 300 350 400
Abundance #136481: Tetracosane B e e S
57 23. oo 23. 20 23. 40 23 60
m/z 55.05 23.95%
5000 85
29
| ‘ ‘ || | M3 141 169 197 225 253 281 309 338

T
m/z--> 50 100 150 200 250 300 350 400 23. 00 23. 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.29 ng/ul 552631 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87
Abundance Scan 3571 (23.992 min): BN005231.D (-3566) (-) m/z 57.05 100.00%
g7
5000 85 j\\
BM% 23.60 23.80 24.00 24.20 24.40
_ A ‘I Ly 20, 183 208 239 265285 328 3%5 | nsz 71.05  68.61%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- /\
57
5000 85 AL S S B
23.60 23.80 24.00 24.20 24.40
m/z 43.05 57.12%
| i J1}3jlﬁl 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
2320 2510 2400 2420 2440
5000 g5 m/z 85.05 48.00%
29
| ] |y 18 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 23.27%
5000 85
2 113 210
IJ l e 9 | 239 266 309

m/z--> 50 100 150 200 250 300 350 23 60 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042319\
Data File : BN005231.D

Aca On : 24 Apr 2019 01:21

Operator : JU/SJ

Sample : K2403-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

24.72 2.10 ng/ul 508271 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3695 (24.721 min): BN005231.D (-3690) (-) m/z 57.10 100.00%

57
5000 85

113 24.40 24.60 24.80 25.00
J 141 169 200 252 281
" ﬂ ey 827356 415 1 Thyz 0 71.05  60.93%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85 N e e i
24.40 24.60 24.80 25.00
m/z 43.10 55.52%
29 113 441
T 77,242 169 197 205 253 281 311337 367 410435
L A e o o B e IR B B B o o B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
R N S ARRERE
24.40 24.60 24.80 25.00
5000 m/z 85.00 43.39%
85
29 113 141 169
J e, 197 225 253 280 309 351 379 407 436
....,....,....,....,.... T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane
57 24.40 24.60 24.80 25.00
m/z 55.00 24 _05%
5000 85
29 113
‘ |7°, 141 169 197 225 253 281 309 338
et e e e e e R e e S RRARE
m/iz--> 0 50 100 150 200 250 300 350 400 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN042319\
Data File : BN005231.D

Acq On 24 Apr 2019 01:21

Operator : JU/SJ

Sample - K2403-07

Misc :

ALS Vial : 20 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 3.2 ng/ul 458115 1 7.60 2868980 20.0
Ethanol, 2-butoxy- 5.72 4.4 ng/ul 636211 1 7.60 2868980 20.0
1-Hexanol, 2-ethyl- 7.66 2.7 ng/ul 390059 1 7.60 2868980 20.0
Benzyl Alcohol 7.83 5.8 ng/ul 839440 1 7.60 2868980 20.0
Phenol, 2-methoxy- 8.68 6.5 ng/ul 938162 1 7.60 2868980 20.0
Ethanol, 2-(Chexyl... 8.91 5.0 ng/ul 717302 1 7.60 2868980 20.0
Pentanedioic acid... 9.30 3.3 ng/ul 668657 2 10.36 4074550 20.0
unknown-01 9.63 7.8 ng/ul 1592140 2 10.36 4074550 20.0
2-Propanol, 1-(2-... 9.88 8.2 ng/ul 1665380 2 10.36 4074550 20.0
Propanoic acid, 2... 12.58 2.6 ng/ul 657744 3 14.23 4990980 20.0
Propanoic acid, 2... 12.84 4.2 ng/ul 1057430 3 14.23 4990980 20.0
Vanillin 13.15 5.0 ng/ul 1249640 3 14.23 4990980 20.0
7,9-Di-tert-butyl... 17.67 14.1 ng/ul 3677370 4 16.98 5231840 20.0
(DEL) Alkane: Str... 23.36 2.5 ng/ul 608504 6 23.41 4831330 20.0
(DEL) Alkane: Str... 23.99 2.3 ng/ul 552631 6 23.41 4831330 20.0
(DEL) Alkane: Str... 24.72 2.1 ng/ul 508271 6 23.41 4831330 20.0
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