LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample = K3360-08

Misc :

ALS Vial : 61 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BNO61919MA .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 3.134 21 25 34 rvVB 42239 64112 1.02% 0.090%
2 3.646 108 112 121 rVB 24499 34612 0.55% 0.049%
3 3.764 128 132 136 rvB2 10226 13225 0.21% 0.019%
4 3.858 144 148 154 rBV 13551 22048 0.35% 0.031%
5 4.758 295 301 311 rBV3 23441 56721 0.90% 0.080%
6 6.805 642 649 669 rBV 847597 1494854 23.84% 2.099%
7 6.963 670 676 695 rVB 698564 1090169 17.39% 1.531%
8 7.158 703 709 722 rBV 849029 1376502 21.95% 1.933%
9 7.622 782 788 798 rBV 919568 1475067 23.53% 2.071%
10 8.334 902 909 925 rBV 927107 1571473 25.06% 2.206%
11 8.457 927 930 936 rvB4 7339 12950 0.21% 0.018%
12 8.781 977 985 1000 rBV 793569 1379640 22.00% 1.937%
13 8.946 1010 1013 1017 rVB5 5220 9327 0.15% 0.013%
14 9.193 1050 1055 1063 rVB 9172 14541 0.23% 0.020%

15 9.499 1100 1107 1118 rBV 677961 1140095 18.18% 1.601%

16 10.034 1191 1198 1217 rBV 1076498 1863000 29.71% 2.616%
17 10.404 1254 1261 1276 rVB 1421183 2334327 37.23% 3.277%
18 10.546 1279 1285 1307 rBV 804325 1532069 24.44% 2.151%
19 11.940 1515 1522 1529 rBV 173750 290405 4.63% 0.408%

20 12.004 1529 1533 1538 rVB2 12588 22326 0.36% 0.031%
21 12.875 1676 1681 1684 rBV4 5090 7257 0.12% 0.010%
22 13.245 1738 1744 1752 rBV6 3944 7338 0.12% 0.010%

23 13.692 1814 1820 1824 rBV 2250977 3051133 48.66% 4._.284%
24 13.740 1824 1828 1835 rVB 423604 580222 9.25% 0.815%
25 13.969 1860 1867 1883 rBV 2483005 3569350 56.93% 5.011%

26 14.181 1897 1903 1908 rVB5 5461 9337 0.15% 0.013%
27 14.281 1913 1920 1935 rVV2 2146155 3211525 51.22% 4 _509%
28 14.504 1953 1958 1977 rBV 623525 1152092 18.37% 1.618%

29 14.716 1991 1994 2002 rVB7 13116 21503 0.34% 0.030%
30 15.087 2052 2057 2063 rBV 60773 81237 1.30% 0.114%
31 15.139 2063 2066 2070 rVB5 11721 16036 0.26% 0.023%
32 15.281 2083 2090 2098 rBV 3288753 4608207 73.50% 6.470%
33 15.339 2098 2100 2104 rVV3 12597 17840 0.28% 0.025%

34 15.416 2108 2113 2126 rVV 760567 1111133 17.72% 1.560%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample = K3360-08

Misc :

ALS Vial : 61 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-BNO61919MA_M
Title = SVOA CALIBRATION

35 15.516 2126 2130 2140 rVB2 43098 74099 1.18% 0.104%
36 15.651 2148 2153 2157 rVB4 4856 7788 0.12% 0.011%
37 15.698 2157 2161 2168 rVB5 4312 6871 0.11% 0.010%
38 15.763 2168 2172 2178 rBV6 4498 7053 0.11% 0.010%
39 15.963 2202 2206 2210 rBv4 6455 8874 0.14% 0.012%
40 16.004 2210 2213 2220 rVV2 12477 19507 0.31% 0.027%
41 16.181 2237 2243 2248 rBV4 11223 15718 0.25% 0.022%
42 16.581 2306 2311 2317 rBV2 28564 36698 0.59% 0.052%
43 16.804 2345 2349 2350 rBV3 12873 15757 0.25% 0.022%
44 16.822 2350 2352 2359 rVB3 10735 21502 0.34% 0.030%
45 16.945 2368 2373 2381 rBV6 14833 29543 0.47% 0.041%

46 17.039 2381 2389 2399 rBV 2769789 3971326 63.34% 5.576%
47 17.133 2399 2405 2419 rVB2 3479099 4891622 78.02% 6.868%

48 17.822 2516 2522 2527 rBV5 16745 32855 0.52% 0.046%
49 17.886 2529 2533 2538 rBV5 14209 26791 0.43% 0.038%
50 17.939 2538 2542 2551 rBV 300715 511001 8.15% 0.717%
51 18.239 2588 2593 2596 rBV5 12875 25493 0.41% 0.036%
52 18.269 2596 2598 2605 rVB6 10261 21772 0.35% 0.031%
53 18.428 2623 2625 2630 rVB5 6940 8276 0.13% 0.012%
54 18.875 2698 2701 2705 rVB3 9507 10794 0.17% 0.015%
55 18.998 2720 2722 2725 rVB4 6830 7685 0.12% 0.011%
56 19.080 2731 2736 2737 rBV 42249 54326 0.87% 0.076%

57 19.110 2737 2741 2750 rVB 94689 147017 2.34% 0.206%
58 19.233 2758 2762 2771 rBV3 67662 128786 2.05% 0.181%
59 19.333 2775 2779 2784 rVB 36057 55261 0.88% 0.078%
60 19.445 2792 2798 2813 rBV2 4256966 5893405 94.00% 8.274%

61 19.998 2886 2892 2898 rVB3 32983 54406 0.87% 0.076%
62 20.369 2952 2955 2961 rBV7 27642 40939 0.65% 0.057%
63 20.498 2974 2977 2981 rVB2 43510 51010 0.81% 0.072%

64 20.969 3053 3057 3076 rBvV 504630 1071957 17.10% 1.505%
65 21.174 3088 3092 3097 rBV 173420 193881 3.09% 0.272%

66 21.257 3100 3106 3111 rBV 3505370 4494235 71.68% 6.310%
67 21.410 3128 3132 3137 rBV 200854 228157 3.64% 0.320%
68 21.845 3202 3206 3209 rBV 338429 396809 6.33% 0.557%
69 22.304 3279 3284 3290 rBV 509599 688620 10.98% 0.967%
70 22.427 3303 3305 3310 rVB 62588 71129 1.13% 0.100%

71 22.527 3320 3322 3329 rVB4 50691 60607 0.97% 0.085%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample = K3360-08

Misc :

ALS Vial : 61 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-BNO61919MA_M
= SVOA CALIBRATION

72 22.804 3364 3369 3374 rBV2 559894 888535 14.17% 1.248%
73 22.857 3374 3378 3395 rVB 352795 994134 15.86% 1.396%
74 23.351 3454 3462 3475 rVB 3235351 6269893 100.00% 8.803%
75 23.486 3478 3485 3501 rVB 2340251 4521956 72.12% 6.349%

76 23.998 3566 3572 3582 rVB 437618 848283 13.53% 1.191%
77 24.098 3584 3589 3602 rBV2 116078 377664 6.02% 0.530%

78 24.727 3691 3696 3703 rBV 210021 432895 6.90% 0.608%
79 25.586 3837 3842 3849 rVB 120773 268312 4.28% 0.377%

Sum of corrected areas: 71224915
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BNO06456.D
4000000
3000000
2000000
10.40
10.03
1000000 6.80 7.16 /.62 8.33
Q0 9.50
0§§3 3.89.86 4.76 ﬂhhﬁ .46 Asgwlg \ <A
e o e e e e L B e e e e T D e
Time--> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 1050 11.00 1150
Abundance TIC: BN006456.D
1945
4000000
17.13
15.28
3000000 17.da
13.97
1369 | 1428
2000000
1000000
14.50 15.42
11,94 i 17,94
oL1:00 12.87 13.25 jjmﬁ 14.72 155048, mmmmmﬁ 17ho a3 16838 20.00 202875
R B e e R o e e e e
Time-->  12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BNO06456.D
4000000
21.26
23.35
3000000
03.49
2000000
1000000
20.97 2184 2230 2280, 24.00
21 {PL.41 m@ﬁka ﬁmo 24.73 25.50
: A
O o I S o S o o B
Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA 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 1 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.49 ng/ul 290405 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5-hvdroxyv-2.4.6-cvclohe... 156 C7H5CI102 007009-16-7 43
2 6-1sopropviauinoline 171 C12H13N 000135-79-5 38
3 Bicvclol3.2.01lhept-2-ene. 4-isop... 171 C12H13N 1000217-15-6 32
4 1.2.3.3a-Tetrahvdropentalene. 1.... 171 C12H13N 1000217-17-0 32
5 I-valine, N-allyloxycarbonyl-, d... 369 C21H39NO4 1000323-39-4 27
Abundance Scan 1522 (11.940 min): BNO06456.D (-1515) (-) m/z 156.00 100.00%
186
5000 115
78 171
39 52 g6 ‘ 141 ‘ 11.60 11.80 12.00 12.20
Ol bt o S MM 207 0705 00 48.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28745: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
186
128
5000 64 N BN UL

11.60 11.80 12.00 12.20
m/z 158.00 34.41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39076: 6-1sopropylquinoline
15
R e RREEa
11.60 11.80 12.00 12.20
5000 m/z 171.10 31.00%
171
15 27 39 51 63 77 g9 101 1171ﬁ§ 142 | ‘
L o B e B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39117: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cyan... R e RREaa
156 11.60 11.80 12.00 12.20
m/z 78.00 30.75%
5000
91 129 171
39 106
27 51 65 77 ‘ 116
I i \H H i i) iy \HH L l
0 ...,.‘.. . | AR ! . ..‘ I ST LS S —
m/z--> 20 40 0 140 160 180 200 11.60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.94 2.57 ng/ul 511001 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2542 (17.939 min): BN0O06456.D (-2538) (-) m/z 73.00 100.00%
60 7B
5000 f\\xhyw__,vﬁ___
129
97 213 LI LI AL LA LA B N
1S 1 143157171185 100717 oy 256 17.60 17.80 18,00 18.20
01 m/z 43.05 93.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

17.60 17.80 18.00 18.20
m/z 60.00 91.61%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107548: n-Hexadecanoic acid
43 60 73
R EE R e e R
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.05 80.93%
129
157171 185 213
ol Ll AL L Mw b 1T 00 | 2oy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 17.60 17.80 18.00 18.20
2 m/z 55.00 79.32%
5000 129
29 171
’ 1s 214
| ‘ ‘ 143157 ‘ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA 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 (DEL) Alkane: Cyclic20.97 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.97 4.77 ng/ul 1071960 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3057 (20.969 min): BN0O06456.D (-3053) (-) m/z 57.10 100.00%
g7
83
5000
111
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—
139 226 20.60 20.80 21.00 21.20
ol A ‘L A lesrol D 265 32 | m/z 43.05 85.17%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 RUARUAAVUNAAVLARRE B
20,60 20.80 21.00 21.20
29 111 m/z 55.05 71.43%
o J | I J 139 168 195 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
56 83
20.60 20.80 21.00 21.20
5000 m/z 83.05 64 .84%
29 111
o..L,J.J.J}.\,J.F?}Q.167.1.9F."i"%‘.‘.
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester I EEEEn S o
57 20.60 20.80 21.00 21.20
97 m/z 69.10 59.09%
5000
29 125
0 \J i i ‘ J‘L i 154 182 210 238 283 384
m/z--> 50 100 150 2(')0 250 300 350 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.30 3.06 ng/ul 688620 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 89
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 3283 (22.298 min): BN0O06456.D (-3279) (-) m/z 57.05 100.00%

g7

5000 85

-

113 22.00 22.20 22.40 22.60
| 141 169 197

I L ATt 109 197 225 258 295 327353 m/z 71.05 67.19%
m/z--> 50 100 150 200 250 300 350

Abundance #209566: Octacosane

-

5000 85
22.00 22.20 22.40 22.60
- m/z 43.05 65.03%
oL | | (113 141 169 197 225 253 281 309 337 365 394
A L o I e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
A
85 22.00 22.20 22.40 22.60
5000 m/z 85.10 47 .28%
29 113
141
oL L R s 20 B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e SRR
57 22.00 22.20 22.40 22.60
m/z 55.00 28 .86%
85
5000
29 113
oL L L L 1y 140 160 197 225 253 206
m/z--> 50 100 150 200 250 300 350 22. 00 22. 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.80 3.93 ng/ul 888535 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3368 (22.798 min): BN0O06456.D (-3364) (-) m/z 57.10 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
113 22.40 22.60 22.80 23.00 23.20
141 252
o AL 160 107 225 292 283 327 357 415 79770 67.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
g7
5000 85 A AR AR U
2240 22.60 22.80 23.00 23.20
29 m/z 43.05 62.64%
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #129490: Eicosane
g7
85 22.40 22.60 22.80 23.00 23.20
5000 m/z 85.10 49 _.50%
29 141
ol ‘ Al r\ L as s 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #94355: Hexadecane, 2-methyl- T T T
57 22.40 22.60 22.80 23.00 23.20
m/z 55.05 22 .60%
85
5000 197
113
’ 141 pos
m/z--> 50 100 150 200 250 300 350 400 2240 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA 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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22 .86 4.40 ng/ul 994134 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 3379 (22.863 min): BN0O06456.D (-3374) (-) m/z 57.10 100.00%
57 83
5000 ‘ l A
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
139 22.60 22.80 23.00 23.20
167
0 ‘, J w L1er 200 245 280 32532 A4S ' "m/z 43.05  89.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 AR ARV RS
22.60 22.80 23.00 23.20
29 m/z 83.10 88.16%
139
0 I ‘ | 1 167 196 238 266 294
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
22.60 22.80 23.00 23.20
5000 11 m/z 55.00 85.09%
29
oLk “ ¥ ll?g 167 196 224 252 280 308
m/z--> 50 160 1%0 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 B RRRRS Bam s
57 83 22.60 22.80 23.00 23.20
m/z 97.05 81.30%
B | M/LAJ
29 139
oLl Al l | ,167 195 222 250 280 308 336
m/z--> 50 100 ﬁo 200 250 300 350 400 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO61919\
Data File : BN0O06456.D

Aca On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .00 3.75 ng/ul 848283 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3572 (23.998 min): BNO06456.D (-3566) (-) m/z 57.10 100.00%

5000

:

99 I TTr T I TTTT I TTrTT I TTrTT I T
23.60 23.80 24.00 24.20 24.40
o 141 183 225 264 309 353 415 475

m/z 71.05 66.78%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194493: Hexacosane
5|7
5000 LANLENLL L L L L LL  BL
23. 60 23 80 24 00 24. 20 24 40
9 m/z 43.05 57.82%
0 , 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R e e A BEREREE
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 49.27%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

g

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 22 .38%
5000

.

99
26 ] | 141 183 225 267 338

M S —

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23 80 24 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO61919\
Data File : BN0O06456.D

Acq On : 21 Jun 2019 08:04

Operator : JU/SJ

Sample - K3360-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO61919MA_M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 11.94 2.5 ng/ul 290405 2 10.40 2334330 20.0
n-Hexadecanoic acid 17.94 2.6 ng/ul 511001 4 17.03 3971330 20.0
(DEL) Alkane: Cyc... 20.97 4.8 ng/ul 1071960 5 21.26 4494240 20.0
(DEL) Alkane: Str... 22.30 3.1 ng/ul 688620 5 21.26 4494240 20.0
(DEL) Alkane: Str... 22.80 3.9 ng/ul 888535 6 23.49 4521960 20.0
1-Heneicosanol 22.86 4.4 ng/ul 994134 6 23.49 4521960 20.0
(DEL) Alkane: Str... 24.00 3.8 ng/ul 848283 6 23.49 4521960 20.0
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