LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 3.211 35 38 44 rVB 49219 69279 1.41% 0.106%
2 6.775 637 644 658 rVB 920308 1539635 31.30% 2.347%
3 6.940 665 672 686 rVB 725746 1168611 23.76% 1.781%
4 7.128 698 704 716 rVB 935757 1463352 29.75% 2.231%
5 7.587 776 782 790 rBV 976337 1580297 32.13% 2.409%
6 7.658 791 794 802 rVB2 27987 45175 0.92% 0.069%
7 8.293 895 902 914 rBVY 1130633 1892870 38.48% 2.885%
8 8.405 918 921 924 rVvVv4 4496 6195 0.13% 0.009%
9 8.428 924 925 932 rVB4 3139 5419 0.11% 0.008%
10 8.734 969 977 984 rBV 942871 1617766 32.89% 2.466%
11 8.899 1003 1005 1010 rVB5 7112 10252 0.21% 0.016%
12 9.169 1045 1051 1056 rVB 45375 64160 1.30% 0.098%

13 9.446 1090 1098 1110 rBV 604764 1018869 20.71% 1.553%
14 9.981 1182 1189 1207 rBV 979613 1775406 36.09% 2.706%
15 10.352 1244 1252 1260 rBV 1375113 2304261 46.85% 3.512%

16 10.487 1268 1275 1294 rBV 1054371 2037903 41.43% 3.106%

17 11.457 1433 1440 1447 rBvV7 9475 28451 0.58% 0.043%
18 11.781 1490 1495 1499 rBv4 5111 7627 0.16% 0.012%
19 11.951 1518 1524 1533 rBV5 12932 28411 0.58% 0.043%
20 12.828 1667 1673 1676 rVB5 4093 6873 0.14% 0.010%
21 13.057 1706 1712 1716 rVB5 7258 11795 0.24% 0.018%
22 13.128 1716 1724 1729 rBV3 62872 92578 1.88% 0.141%
23 13.187 1729 1734 1741 rVB6 4365 9745 0.20% 0.015%

24 13.640 1805 1811 1815 rBV 2091147 2894561 58.85% 4.412%
25 13.687 1815 1819 1830 rVB 808296 1144840 23.27% 1.745%

26 13.910 1850 1857 1868 rBV 2379524 3707544 75.37% 5.651%
27 14.145 1893 1897 1902 rVB2 10322 13253 0.27% 0.020%
28 14.222 1903 1910 1925 rBV2 1994342 3052809 62.06% 4._.653%
29 14.457 1943 1950 1963 rBV2 104580 295920 6.02% 0.451%

30 14.598 1970 1974 1979 rVB4 6471 11618 0.24% 0.018%
31 14.769 1997 2003 2008 rBV7 4705 9542 0.19% 0.015%
32 14.981 2034 2039 2043 rBv4 7156 12002 0.24% 0.018%
33 15.045 2047 2050 2053 rVVv3 6667 8982 0.18% 0.014%
34 15.104 2055 2060 2064 rVB4 13592 19530 0.40% 0.030%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 15.222 2074 2080 2093 rBV 3021759 4367003 88.78% 6.656%

36 15.369 2101 2105 2115 rVB6 36859 67071 1.36% 0.102%
37 15.463 2115 2121 2131 rBV2 34369 60930 1.24% 0.093%
38 15.810 2175 2180 2183 rBvV4 4694 8139 0.17% 0.012%
39 15.916 2193 2198 2199 rBV5 7228 8235 0.17% 0.013%
40 15.969 2202 2207 2209 rBV3 14580 21299 0.43% 0.032%
41 16.010 2210 2214 2221 rVB5 13717 24633 0.50% 0.038%
42 16.128 2232 2234 2239 rVB4 5567 7836 0.16% 0.012%
43 16.192 2241 2245 2248 rVB4 6717 10756 0.22% 0.016%
44 16.228 2248 2251 2253 rBV3 5107 6039 0.12% 0.009%
45 16.545 2301 2305 2308 rBV5 5527 7090 0.14% 0.011%
46 16.763 2337 2342 2346 rBV3 17489 24154 0.49% 0.037%
47 16.922 2363 2369 2372 rBV6 6188 8287 0.17% 0.013%

48 16.975 2372 2378 2389 rBV2 2301011 3492578 71.00% 5.324%
49 17.075 2389 2395 2410 rVB 2988828 4479169 91.06% 6.827%

50 17.286 2428 2431 2434 rBV4 4221 6174 0.13% 0.009%
51 17.369 2440 2445 2446 rBV3 6549 8749 0.18% 0.013%
52 17.498 2465 2467 2471 rBV5 13465 15523 0.32% 0.024%
53 17.775 2512 2514 2517 rBV3 6628 8040 0.16% 0.012%
54 17.898 2531 2535 2538 rBv4 21141 28826 0.59% 0.044%
55 18.198 2582 2586 2588 rBV4 21015 27187 0.55% 0.041%
56 18.769 2679 2683 2690 rBV3 46135 81995 1.67% 0.125%
57 18.839 2691 2695 2702 rVB7 24340 51396 1.04% 0.078%
58 18.951 2712 2714 2719 rBV6 11084 15620 0.32% 0.024%
59 19.022 2722 2726 2731 rVV 36173 49062 1.00% 0.075%
60 19.092 2735 2738 2742 rVB4 28819 36611 0.74% 0.056%
61 19.275 2766 2769 2776 rVB 27048 39355 0.80% 0.060%
62 19.392 2783 2789 2800 rBV 3380445 4918901 100.00% 7.498%
63 19.969 2884 2887 2890 rVB3 33473 36923 0.75% 0.056%
64 20.475 2970 2973 2978 rVB3 33470 35374 0.72% 0.054%

65 20.939 3048 3052 3061 rBV2 195353 319112 6.49% 0.486%

66 21.145 3083 3087 3090 rBV2 22466 29576 0.60% 0.045%
67 21.204 3092 3097 3110 rBV 2368847 3476987 70.69% 5.300%
68 21.386 3125 3128 3134 rVB 110913 121691 2.47% 0.185%
69 21.816 3197 3201 3210 rBV 196858 276012 5.61% 0.421%
70 22.069 3240 3244 3248 rBV 143162 186620 3.79% 0.284%

71 22.269 3274 3278 3285 rVB 286141 386666 7.86% 0.589%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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

72 22.769 3359 3363 3367 rVB 395545 502579 10.22% 0.766%
73 22.939 3386 3392 3400 rVB 766671 1165129 23.69% 1.776%
74 23.269 3440 3448 3453 rBV 2237984 4097566 83.30% 6.246%
75 23.321 3453 3457 3463 rVVv2 379600 649029 13.19% 0.989%

76 23.404 3464 3471 3484 rVVv2 1632710 3141675 63.87% 4_.789%
77 23.951 3558 3564 3571 rBV 389437 708442 14.40% 1.080%
78 24.086 3580 3587 3603 rVB 1122626 2448238 49.77% 3.732%
79 24.668 3681 3686 3693 rVB 239064 486087 9.88% 0.741%
80 25.515 3825 3830 3835 rBV2 152370 314417 6.39% 0.479%

81 25.586 3836 3842 3853 rVB2 498734 1386822 28.19% 2.114%

Sum of corrected areas: 65605134
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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

Abundance TIC: BNO05481.D
3000000
2500000
2000000

1500000 10.35

8.29
1000000 6.78 7.13 7.59 8.73
6.94

9.45
500000

3.21 66 a3 8.909,;17 A 11.4611.

e e e R R m e L e i

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN005481.D

1939

15.22
3000000 1r.07

2500000 13.91 16.47

13.64
2000000 14.22

1500000
1000000

500000
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e R = S I s ot B ek e a SR et A e e AR e oA et

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN005481.D

3000000
2500000 21.20 23.27

2000000 b3 40

1500000 24.09

1000000

500000

25.59
20.94

24.67 ZS.AZ
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e

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\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22 .27 2.22 ng/ul 386666 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 3278 (22.269 min): BN005481.D (-3274) (-) m/z 57.10 100.00%

57
5000 85

s A
|13 101 169 197 225 253 281 330363 400 22.00 22,20 22.40 22.60

S S o 225258281 339363 400 | 75 71.05  65.65%

m/z--> 50 100 150 200 250 300 350 400
Abundance #99485: Octadecane, 2-methyl-
43
71

5000
22 00 22.20 22.40 22.60
m/z 43.05 61.29%

99
. | } | 127 155 183 225 253
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57

22.00 22. 20 22. 40 22.60

5000 85 m/z 85.05 44 _52%
29 113 141
ol VL) T 4t 169 197 225 253 281 300 337 380
A o o e e B e A B o e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #107658: Nonadecane, 2-methyl-
43 22 00 22.20 22.40 22.60

m/z 55.00 24 .63%

- | L/M
99 239
| J 127 155 183 211 ] 267

Y Y Y

m/z--> 50 100 150 200 250 300 350 400 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.77 3.20 ng/ul 502579 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonacosane 408 C29H60 000630-03-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3363 (22.769 min): BN005481.D (-3359) (-) m/z 57.00 100.00%

57
5000 85

113 nmnmnmmm
141 169 211 253
0 ...J,nnJJ!ﬁJ.fp.1u.,....,.??%?99..&$.?9ﬁ.§%9 m/z 71.05 66.36%

m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
5|7
5000 85
22.40 22.60 22.80 23.00

m/z 43.00 63.05%

29
oL | u1}3‘141 169 197 225 253 281 309 337 365 394
et e A e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57

22. 40 22. 60 22. 80 23.00

85

5000 m/z 85.05 51.25%
29 113
oL L. | L) J 141 169 197 225 253 296
LI B ----|----|----|----|----|----|----
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane N L L N B L B
57 22.40 22.60 22.80 23.00

m/z 55.00 24 .26%

- 85 LJ\L
113
29| | | | /172 141 169 197 225 253 281 309 337 365 408

m/z--> 50 100 150 200 250 300 350 400 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.94 7.42 ng/ul 1165130 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 47
2 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 47
3 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 43
4 Octanoic acid. cvclobutvl ester 198 C12H2202 1000282-86-6 38
5 2,4(1H,3H)-Pyrimidinedione, 5-am... 127 C4H5N302 000932-52-5 38
Abundance Scan 3392 (22.939 min): BN005481.D (-3386) (-) m/z 127.05 100.00%
1%7
57
5000
327 22.60 22.80 23.00 23.20
171 242 . . . .
oL, 'l l. LN A | 212201283303 | 3 3o U570 64, 89%
m/z--> 100 150 200 250 300 350 400
Abundance #100577: Hexanoic acid, 2-ethyl-, anhydride
1%7
57
99 22.60 22.80 23.00 23.20
m/z 327.25 15.97%
Ml A0 N
m/z--> 50 100 150 200 250 300 350 400
Abundance #84748: Octanethioic acid, S-hexyl ester
57 127
22,60 22.80 23.00 23.20
5000 m/z 43.00 15.65%
159
029\H\8A4m | 184 oaa
m/z--> 50 160 1%0 260 2%0 360 350 400
Abundance #166329: Glycerol tricaprylate A BB a e
127 22.60 22.80 23.00 23.20
57 m/z 55.00 15.49%
5000
327
201
o U t (%8 | 1881y | 242261283 | 368 307
m/z--> 1& 1m 2m 250 3& 350 4& 2%mewwno'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.32 4.13 ng/ul 649029 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90

Abundance Scan 3457 (23.321 min): BN0O05481.D (-3453) (-) m/z 57.00 100.00%

5000

| |

1412 509 23.00 23.20 23.40 23.60
o 175 268 309 355 401 =1 05 6518

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167081: Tetracosane, 11-decyl-
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
23.00 23.20 23.40 23.60
m/z 43.00 60.38%

99
o Jﬂl 141 183 225 295 337 378 420
R N o o o e EARRAREEREEESSE RS ae
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
517

23100 2320 2340 23.60
5000 m/z 85.10 52.62%

99
ol 26 |, 141 183 225 281 337 394
A A e e e e e RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

#172957: Tetratetracontane
57 23.00 23.20 23.40 23.60
m/z 55.00 21.01%

5000
97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L Sttt et

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23 00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.95 4_.51 ng/ul 708442 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Nonacosane 408 C29H60 000630-03-5 90
3 Tetratriacontane 479 C34H70 014167-59-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3564 (23.951 min): BN005481.D (-3558) (-) m/z 57.10 100.00%

57

=

5000 85
113 23.60 23.80 24.00 24.20
141
O+ l,J LA 169007 225050 281 330 369 401 |l T 08 63 04
miz-> 0 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
85 23.60 23.80 24.00 24.20
- m/z 43.05 56.56%
oL J || M3 141 169 197 225 253 281 309 337 365 394
e Y S R R S
miz-> 0 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
R e et
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 47.78%
113
o 29| | || 41 141 169 197 225 253 281 309 337 365 408
N e .o
miz-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane o B B B B
57 23.60 23.80 24.00 24.20
m/z 55.05 22.51%
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
L LA e
miz-> 0 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .09 15.59 ng/ul 2448240 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 43
2 2-Hexene. 1l.1-diethoxv- 172 C10H2002 054306-00-2 43
3 Octanoic acid. cvclobutvl ester 198 C12H2202 1000282-86-6 38
4 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 38
5 1,4-Dioxaspiro[4.4]nonane, 7-but... 212 C13H2402 104807-77-4 38
Abundance Scan 3588 (24.092 min): BN005481.D (-3580) (-) m/z 127.10 100.00%
137
57
5000 155
201 e N R RRaEsmess
327 355 I I
242 993 23.80 24.00 24.20 24.40
A .U, et £80 ',| A 2B L 39648 e 0 72,310
m/z--> 50 100 150 200 250 300 350 400
Abundance #84748: Octanethioic acid, S-hexyl ester
57 127
5000 IR U UL N B
2380 24.00 24.20 24.40
159 m/z 155.10 39.27%
o2l 84 | | |18 om
m/z--> 50 100 150 200 250 300 350 400
Abundance #37211: 2-Hexene, 1,1-diethoxy-
= T AR SRR SRR B
23.80 24.00 24.20 24.40
5000 m/z 43.00 26.84%
0‘ 5 "wb?" '|'17%' | AR DAL UURLELELN SURLELEL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #54706: Octanoic acid, cyclobutyl ester T T
57 127 23.80 24.00 24.20 24.40
m/z 55.00 21.04%
5000
86
oL 220l I | 55 109 MWMJVMW-«M—
m/z--> 5'0 100 150 200 250 300 350 400 2380 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .67 3.09 ng/ul 486087 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3686 (24.668 min): BN005481.D (-3681) (-) m/z 57.10 100.00%
57
LU SUNIU BRI B
113 24.40 24.60 24.80 25.00
141 169 209 281
I ||,,, 23 32T 3/7 8945 | sz 43.00 66.02%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115572: Eicosane, 2-methyl-
57
5000 85 LA B BN UL B
24,40 24.60 24.80 25.00
29 s 253 m/z 71.10 64 .79%
2 UL R 160 107 205 7] 28
m/z--> 0 50 100 1%0 260 250 300 350 400
Abundance #155177: Octacosane
57
24,40 24.60 24.80 25.00
5000 85 m/z 85.00 48.91%
2 13 141
o 1L L] 7] 141 169 197 205 253 281 309 337 365 394
m/z--> 0 50 100 1%0 260 250 300 350 400
Abundance #115570: Heneicosane e B R T e e e
57 24.40 24.60 24.80 25.00
m/z 55.00 26.93%
85
29 113
o UL )7 141 169 197 225 253 296
m/z--> 0 50 100 1%0 200 250 300 350 400 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.52 2.00 ng/ul 314417 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3831 (25.521 min): BN0O05481.D (-3825) (-) m/z 57.00 100.00%
q7
5000 85 ,/\va,h_wd/\/\uykwwuNhN
I e p—— 55120 2540 2560 5180
N N SR L el APt R A m/z 43.00 56.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
g7
85
5000 LR B U B
25.20 25.40 25.60 25.80
m/z 71.05 54 _.33%
29 113
oL | ] | 141 169 197 225 253 296
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #123096: Docosane
g7
25.20 25.40 25.60 25.80 |
5000 85 m/z 85.05 43.48%
113 141
S O s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- SR R B R R
57 25.20 25.40 25.60 25.80
m/z 55.00 17.71%
o ‘ Lol M8 141 169 197 239 567 204 323 352
m/z--> 50 1(')0 1&1;0 2(')0 251,0 3(')0 3&1;0 4(')0 25.'20 25.'40 25.|60 25.I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05481.D

Aca On : 04 May 2019 08:45

Operator : JU/SJ

Sample : K2602-12

Misc :

ALS Vial : 33 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 2-[5-(3-Bromo-phenyl)-[1,3,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.59 8.83 ng/ul 1386820 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-I5-(3-Bromo-phenvl)-T1.3.41oxa... 424 C20H13BrN202S 1000275-09-0 50
N-(3-Bromophenvl)-1-naphthamide 325 C17H12BrNO 329919-63-3 50
3 Naphthalene-1-carboxvlic acid T4... 396 C21H20N204S 1000274-23-6 50
4 2-Naphthuric acid 229 C13H11NO3 069826-63-7 43
5 2-(1-Naphthyl)-4-(3,4,5-trimetho... 389 C23H19NO5 312739-95-0 40
Abundance Scan 3843 (25.592 min): BN005481.D (-3836) (-) m/z 155.10 100.00%
1(
57 127
5000
355
229  Ema E T RERE R
8 28 201 255 283 311 383 43 25,20 25.40 25.60 25.80 26.00
o} m/z 127.10 58.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160791: 2-[5-(3-Bromo-phenyl)-[1,3,4]oxadiazol-2-ylsulfan...
155
5000 127 L DAL DRI PRI I
25,20 25.40 25.60 25.80 26.00
m/z 57.10 57.72%
50 77 102 | | | 183 223 253 g1 309 382 42
m/z--> 50 160 150 200 250 360 350 400
Abundance #130198: N-(3-Bromophenyl)-1-naphthamide
155
127 25.20 25.40 25.60 25.80 26.00
5000 m/z 43.10 33.63%
39 63 325
0 ‘\IIL\ .9.1|..H..||.‘..1.922.1.7.?47.... ..H..|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance #155471: Naphthalene-1-carboxylic acid [4-(morpholine-4-su... I o e e
155 25.20 25.40 25.60 25.80 26.00
m/z 355.30 25.81%
5000
127
56
ol34 | 8107 , | 189 216 246 276 310 3?6 ~MW“¢WNNAHNWJN\VN~VMMNW~,~N
m/z--> 50 100 150 200 250 300 350 400 25,20 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO50319\
Data File : BN0O05481.D

Acq On : 04 May 2019 08:45

Operator : JU/SJ

Sample - K2602-12

Misc :

ALS Vial : 33 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]
(DEL) Alkane: Str... 22.27 2.2 ng/ul 386666 5 21.20 3476990 20.0
(DEL) Alkane: Str... 22.77 3.2 ng/ul 502579 6 23.40 3141680 20.0
unknown-01 22.94 7.4 ng/ul 1165130 6 23.40 3141680 20.0
(DEL) Alkane: Str... 23.32 4.1 ng/ul 649029 6 23.40 3141680 20.0
(DEL) Alkane: Str... 23.95 4.5 ng/ul 708442 6 23.40 3141680 20.0
unknown-02 24.09 15.6 ng/ul 2448240 6 23.40 3141680 20.0
(DEL) Alkane: Str... 24.67 3.1 ng/ul 486087 6 23.40 3141680 20.0
(DEL) Alkane: Str... 25.52 2.0 ng/ul 314417 6 23.40 3141680 20.0
2-[5-(3-Bromo-phe... 25.59 8.8 ng/ul 1386820 6 23.40 3141680 20.0
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