LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM031516.M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 6.516 646 651 656 rvB 12989 16988 1.04% 0.097%
2 6.987 722 731 741 rBV 178560 292535 17.91% 1.663%
3 7.157 754 760 768 rBvV 160229 242094 14.82% 1.376%
4 7.357 787 794 802 rVB 182955 287790 17.62% 1.636%
5 7.828 867 874 882 rVB 172485 274667 16.81% 1.561%
6 8.522 986 992 1003 rVB 250425 394177 24.13% 2.240%
7 8.981 1063 1070 1079 rBvV 178898 287633 17.61% 1.635%
8 9.698 1186 1192 1200 rBV 143458 233947 14.32% 1.330%
9 10.233 1277 1283 1296 rVB 239677 391690 23.98% 2.226%
10 10.616 1341 1348 1355 rBVY 281894 471741 28.88% 2.681%

11 10.751 1365 1371 1384 rBV 215854 372134 22.78% 2.115%
12 13.868 1895 1901 1905 rBV 485320 679621 41.60% 3.863%
13 13.916 1905 1909 1916 rVB 173798 244657 14.98% 1.391%
14 14.151 1943 1949 1959 rBV 545412 814914 49.88% 4.632%
15 14.357 1980 1984 1988 rBV 14806 17602 1.08% 0.100%

16 14.463 1995 2002 2010 rBV2 458596 701913 42.97% 3.989%
17 14.651 2028 2034 2050 rBV 204775 300037 18.37% 1.705%
18 15.310 2141 2146 2152 rVB 22977 28733 1.76% 0.163%
19 15.457 2164 2171 2181 rVB 725019 1062147 65.02% 6.037%
20 15.568 2184 2190 2199 rBV 207797 284093 17.39% 1.615%

21 16.168 2287 2292 2305 rBV 23464 45655 2.79% 0.259%
22 16.957 2420 2426 2430 rBV 12712 17791 1.09% 0.101%
23 17.204 2462 2468 2475 rBV2 624232 901540 55.19% 5.124%
24 17.304 2479 2485 2495 rVB 826838 1170857 71.67% 6.655%
25 18.092 2613 2619 2629 rBV 45347 67009 4._.10% 0.381%

26 18.556 2695 2698 2702 rVB2 15400 19572 1.20% 0.111%
27 19.509 2851 2860 2867 rBV 251048 313686 19.20% 1.783%
28 19.598 2869 2875 2887 rVB2 1053282 1495617 91.55% 8.501%
29 19.721 2892 2896 2903 rVB 57118 67026 4._.10% 0.381%
30 20.045 2945 2951 2958 rVB 355360 462435 28.31% 2.628%

31 20.515 3027 3031 3032 rBV 84003 86919 5.32% 0.494%
32 20.786 3072 3077 3084 rVB3 9525 16861 1.03% 0.096%
33 21.062 3117 3124 3127 rBV 48687 88944 5.44% 0.506%

34 21.109 3127 3132 3138 rVV2 103510 219421 13.43% 1.247%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516.M
SVOA CALIBRATION

35 21.168 3138 3142 3146 rVV 248467 303879 18.60% 1.727%

36 21.209 3146 3149 3151 rVvv4 31637 43347 2.65% 0.246%
37 21.233 3151 3153 3157 rVV3 35238 49758 3.05% 0.283%
38 21.268 3157 3159 3161 rVvVv 18127 19194 1.17% 0.109%
39 21.297 3161 3164 3169 rVB 48698 55952 3.43% 0.318%
40 21.392 3174 3180 3188 rVB 961703 1251474 76.61% 7.113%
41 21.809 3248 3251 3258 rVB3 29827 36343 2.22% 0.207%
42 21.980 3276 3280 3287 rBV3 34722 54768 3.35% 0.311%
43 22.168 3309 3312 3317 rVB 15062 19565 1.20% 0.111%
44 22.450 3356 3360 3367 rBV2 31736 43846 2.68% 0.249%
45 22.586 3380 3383 3387 rVB2 14758 19176 1.17% 0.109%

46 22.968 3444 3448 3453 rBVY 76593 109047 6.68% 0.620%
47 23.538 3537 3545 3555 rBY 803386 1633607 100.00% 9.285%
48 23.686 3562 3570 3583 rVB 586405 1168210 71.51% 6.640%
49 24.221 3655 3661 3668 rVB 60096 114636 7.02% 0.652%

50 24.303 3670 3675 3683 rBV3 40758 85261 5.22% 0.485%

51 24.985 3784 3791 3800 rBV 53081 118563 7.26% 0.674%

52 25.879 3938 3943 3955 rVB2 39057 95055 5.82% 0.540%
Sum of corrected areas: 17594127
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM032916\
BM0O04830.D

29 Mar 2016 21:03

UM/SJ

H1939-15

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .M
SVOA CALIBRATION

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

Abundance TIC: BM004830.D
1000000
800000
600000
400000
10.62
8.52 10.23 "} 75
200000 6.9918.36 7.83 8.98
- 9.70
o e e L L e
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM004830.D
1000000 1960
17.30
800000
15.46
17.90
600000 14.15
1387 ) 1446
400000 20.04
19.51
14.65 5.57
200000 18.92
19.72
14, 15.31 16.17 16.96 1%9m%
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM004830.D
1000000 21.39
23.54
800000
P3.69
600000
400000
21.17
200000 ikt
52 ZZF-W 2%@@ 24.99
21 i . 2 -50 . 25.88
20,78 P 21890 172550 A A PN
R R N ———
Time--> 21.00 21.50 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:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 Phosphetane, 2,2,3,4,4-pent... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.51 5.01 ng/ul 313686 Chrysene-di2 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphetane, 2,2,3,4,4-pentameth... 252 C14H2102P 050517-26-5 86
2 4,47 -Diacetyldiphenylmethane 252 C17H1602 000790-82-9 59
3 Coumarin-6-ol, 3,4-dihydro-4,4-d... 237 C11H11NO5 1000126-61-0 49
4 2-p-Tolylisoindole-1,3-dione 237 C15H11NO2 002142-03-2 47
5 2-Acetylmethylamino-5,5-dimethyl ... 252 C12H16N202S 1000285-58-5 40
Abundance Scan 2860 (19.509 min): BM004830.D (-2851) (-) m/z 237.20 100.00%
237
5000
195 252
165,73 RN BN SR
43 55 7689 111 108 192 221 19.20 19.40 19.60 19.80

m/z 195.10 33.08%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #89462: Phosphetane, 2,2,3,4,4-pentamethyl-1-phenoxy-, 1-oxid
97

237
5000 252 ------|----|--/-\-|----|
124 167 19.20 19.40 19.60 19.80
‘ ‘ ‘ ‘ 182 m/z 252.20  30.12%
w N e O I N O
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
237
SSMSNIMSSSAN H SN WS
19.20 19.40 19.60 19.80
5000 43 m/z 165.10 21.02%
252
165
15 28 63 82 96 111156130152 | 179194209223
UM .SV T B Wl M 1L L
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #80217: Coumarin-6-ol, 3,4-dihydro-4,4-dimethyl-7-nitro- e
237 19.20 19.40 19.60 19.80
m/z 238.20 20.24%
195
5000
53 222
S 77 105120134148 e 4 1L
URNNBEBSBINBER IS R U s i G /NS WS S KSR, SN, SR ' SN B
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.04 7.39 ng/ul 462435 Chrysene-d12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 99
2 2-1sopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 95
4 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 94
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 89
Abundance Scan 2950 (20.039 min): BM004830.D (-2945) (-) m/z 219.20 100.00%
219
234
5000
204
101 189 1680 20100 20120 2040
165 - - - -
S BN LA 281 "m/z 234.20 58.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethy!)-
219
234
5000 LN BV BN I B
204 19.80 20.00 20.20 20.40
189 m/z 204.10 35.16%
27 41 63 \ H\ \\117 137151]-?5 m ‘H\ H\ Ll ‘
m/z--> 20 40 60 éo 100 120 140 160 1éo 200 220 240 260 280
Abundance
219234
19:80 20.00 20.20 20.40
5000 m/z 203.10 28.71%
204

30 63 88102117 139 165 19

wwwwwﬁwwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #78743: Phenanthrene, 1-methyl-7-(1-methylethyl)- B e A

219 19.80 20.00 20.20 20.40
m/z 202.10 22 .04%

234
5000
204
10 2 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 80 20.00 20.20 20 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.11 3.51 ng/ul 219421 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 47
4 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 38
5 Benzamide, N-[5-(l1-cyano-2-methy... 284 C14H12N40S 172535-11-4 35
Abundance Scan 3132 (21.109 min): BM004830.D (-3127) (-) m/z 105.05 100.00%
105
163
5000
77
51 204 20.80 21.00 21.20 21.40
e b R2S AL 189208 225 257 285300 | n757163.10  62.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31153: Morpholine, 4-phenyl-
105
163
5000 "|""|""TA"'|""|
20.80 21.00 21.20 21.40
7 m/z 77.05 31.58%
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
163 20.80 21.00 21.20 21.40
5000 m/z 106.00 8.89%
77
27 St 132148
mmmﬁwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31439: Glyoxylamide, N-phenyl- Y e
120 163 20.80 21.00 21.20 21.40
m/z 51.10 7.20%
93
| 62 | ‘ 135 | 4
m/z--> ﬁo Jo 60 80 160 120 140 160 180 200 220 240 260 280 300 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.17 4.86 ng/ul 303879 Chrysene-d12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
2 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 64
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43
5 N-(Methoxymethyl)benzamide 165 C9H11NO2 013156-28-0 35
Abundance Scan 3142 (21.168 min): BM004830.D (-3138) (-) m/z 105.05 100.00%
105 149
5000 77
51 20.80 21.00 21.20 21.40
e 2o e S 2O e e | M7z 149.10  78.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #51647: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149
105 1
5000
77 20.80 21.00 21.20 21.40
m/z 77.05 39.76%
45
29 |61 | 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105 149
20.80 21.00 21.20 21.40
5000 7 m/z 51.00 8.84%
28 St 131 175190 220236252 280 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #124905: Diethylene glycol dibenzoate o EEam e
105 149 20.80 21.00 21.20 21.40
m/z 106.00 7.98%
5000
77
27 5} ‘ | 122 | 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.80 21,00 21.20 2140 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 5
R.T. EstConc Area Relative to ISTD R.T.
24 .99 2.03 ng/ul 118563 Perylene-d12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 3792 (24.991 min): BM004830.D (-3784) (-) m/z 57.05 100.00%
57
- '"”FFFFF?%*F[XFFFFF;F?¥¥4¥
l| 1| 207 67 24.60 24.80 25.00 25.20 25.40
i ”w!“n:u.”,”...”...” A e S m/z 71.05 72.20%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57
5000
24.60 24.80 25.00 25.20 25.40
m/z 85.10 61.36%
15 | hin 141 183 225 267 311 367 410
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
UL
24.60 24.80 25.00 25.20 25.40
5000 m/z 43.10 56.11%

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

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

-

Abundance #155177: Octacosane e e
57 24.60 24.80 25.00 25.20 25.40
m/z 55.05 22 .54%
5000
99
41183 205 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 60 24 80 25. OO 25 20 25. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004830.D

Acq On : 29 Mar 2016 21:03

Operator : UM/SJ

Sample - H1939-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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]
Phosphetane, 2,2,... 19.51 5.0 ng/ul 313686 5 21.39 1251470 20.0
Phenanthrene, 1-m... 20.04 7.4 ng/ul 462435 5 21.39 1251470 20.0
Morpholine, 4-phe... 21.11 3.5 ng/ul 219421 5 21.39 1251470 20.0
1,3-Dioxolane, 2-... 21.17 4.9 ng/ul 303879 5 21.39 1251470 20.0
(DEL) Alkane: Str... 24.99 2.0 ng/ul 118563 6 23.69 1168210 20.0
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