LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 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\SOM-EPA-BM042517 .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 7.010 661 667 676 rBv2 178652 328768 8.38% 1.171%
2 7.157 686 692 701 rvB 121764 203472 5.18% 0.725%
3 7.363 721 727 733 rBY 178613 282070 7.19% 1.005%
4 7.822 799 805 812 rBVY 610271 981414 25.00% 3.496%
5 8.545 921 928 934 rBVY 217090 365371 9.31% 1.301%
6 8.992 997 1004 1012 rBV 178462 332590 8.47% 1.185%
7 9.710 1120 1126 1132 rBV3 144571 253580 6.46% 0.903%
8 10.263 1213 1220 1231 rBVY 202867 376979 9.60% 1.343%
9 10.622 1274 1281 1288 rBVY 877683 1490506 37.98% 5.309%
10 10.775 1298 1307 1314 rBV2 152825 292629 7.46% 1.042%

11 12.804 1646 1652 1658 rBV2 93391 150578 3.84% 0.536%
12 13.057 1690 1695 1700 rBV 141120 207058 5.28% 0.738%
13 13.345 1739 1744 1751 rVB 54253 85606 2.18% 0.305%
14 13.880 1828 1835 1840 rBV 398490 557123 14.19%% 1.984%
15 14.169 1879 1884 1890 rBV 432693 655095 16.69% 2.333%

16 14.474 1929 1936 1945 rBV2 1308647 2058721 52.45% 7.333%
17 14.727 1974 1979 1987 rBvV2 120398 227080 5.79% 0.809%
18 15.468 2100 2105 2113 rBV 661112 984647 25.09% 3.507%
19 16.174 2219 2225 2232 rBV5 78751 150095 3.82% 0.535%
20 17.233 2399 2405 2411 rBV 1810006 2602044 66.29% 9.268%

21 17.327 2416 2421 2426 rBV2 648879 993757 25.32% 3.540%
22 18.162 2559 2563 2570 rBV2 342803 709356 18.07% 2.527%
23 18.498 2616 2620 2626 rVB2 811222 1030011 26.24% 3.669%
24 18.686 2648 2652 2658 rBV 861559 1102506 28.09% 3.927%
25 18.833 2673 2677 2682 rVB 1987804 2403039 61.22% 8.560%

26 19.333 2759 2762 2767 rVB 543497 674995 17.20% 2.404%
27 19.627 2809 2812 2816 rVB 796407 912864 23.26% 3.252%

28 20.539 2963 2967 2971 rBV 3452169 3924958 100.00% 13.981%
29 21.415 3113 3116 3121 rVB 3098917 3737156 95.22% 13.312%

Sum of corrected areas: 28074068
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_M\DATA\BM050117\
BM009857 .D

02 May 2017 07:16

SJ/MA

12849-03DL 5X

26 Sample Multiplier: 1
Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Propanoic acid, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.01 ng/ul 207058 Acenaphthene-d10 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 91
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
3 trans-2,3-Epoxydecane 156 C10H200 054125-39-2 53
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 53
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 42
Abundance Scan 1696 (13.063 min): BM009857.D (-1690) (-) m/z 71.00 100.00%
56 7
89
5000
A
143 173 12.80 13.00 13.20 13.40
S ,..-'|.,'.|.~..,.1.1.1.,..1.3?,'....,...'.,....,?0.7.. m/z 56.10 99.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74089: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
71
56
43
5000 89
12.80 13.00 13.20 13.40
m/z 43.10 95.17%
e s 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
56 89
43 12.80 13.00 13.20 13.40
5000 m/z 89.00 66 .59%
29
15 101 156 144
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28264: trans-2,3-Epoxydecane T B
29 43 56 69 12.80 13.00 13.20 13.40
85 m/z 41.10 43.08%
5000 110
| \‘ \ ‘\\ 127 141 156
Iy L i H\ | L
m/z--> 20 40 1120 ﬁ)ﬁOl& 200 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 2 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.50 7.92 ng/ul 1030010 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide, N-(4-Fluorophenyl)-3-... 233 C13H9F2NO 1000307-16-3 38
2 p-Menth-3-en-9-o0l 154 C10H180 015714-10-0 30
3 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 27
4 4,5-Dimethyl-4-nitro-2-phenyl-2,... 233 C11H11N303 1000300-94-0 25
5 1-Cyclohexene-1-acetaldehyde, .a... 152 C10H160 053155-80-9 25
Abundance Scan 2620 (18.498 min): BM009857.D (-2616) (-) m/z 233.20 100.00%
55 81 123 233
5000
Sln
262 18.20 18.40 18.60 18.80
o 20 293315 345 373 429 n/z 81.10 79 764
m/z--> 50 100 150 200 250 300 350 400
Abundance #88295: Benzamide, N-(4-fluorophenyl)-3-fluoro-
123
5000 233 IR BN BN U
95 18.20 18.40 18.60 18.80
m/z 123.10 78.92%
??'F?”“'W'”"l""l"'“ L DN DAL U
m/z--> 50 100 150 200 250 300 350 400
Abundance
123
81 AR BN BN U
18.20 18.40 18.60 18.80
5000 m/z 55.10 78.07%
41
154
mz-> 50 100 150 200 250 300 350 400
Abundance #54584: Silane, tetra-2-propenyl- R R e R
95 123 18.20 18.40 18.60 18.80
4z 69 151 m/z 109.10 75.74%
5000
"'ILJM'lLﬁ"I""I"" L DN DA U RN BN BN U
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 18-Norabietane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.69 8.47 ng/ul 1102510 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 94
2 E,Z-1,3,12-Nonadecatriene 262 C19H34 1000131-11-3 62
3 (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hy... 296 C18H3203 1000298-98-4 38
4 [4-(3-Methylfuran-2-carbonyl)pip... 302 C16H18N204 1000310-09-2 35
5 7-Octadecyne, 2-methyl- 264 C19H36 035354-38-2 30
Abundance Scan 2653 (18.692 min): BM009857.D (-2648) (-) m/z 109.10 100.00%

5000

18.40 18.60 18.80 19.00
m/z 95.10 78.50%

281 302 328 355

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #112660: 18-Norabietane

18.I4O 18!60 18.I80 19.IOO
m/z 81.10 75.24%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance

67
41 95 L
262 18.40 18.60 18.80 19.00
5000 m/z 41.10 67 .85%
121

149

77
194 218236
mmmmmmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5... I AEEREE TS
55 8 191 18.40 18.60 18.80 19.00
m/z 67.00 62.05%
109
5000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.83 18.47 ng/ul 2403040 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b,8-Dimethyl-2-i1sopropylphenant... 256 C19H28 1000197-14-1 95
2 1-Phenanthrenecarboxaldehyde, 1,... 284 C20H280 024035-50-5 46
3 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 43
4 Uracil, 5-(p-cyanophenyl)-1,3-di... 241 C13H11N302 1000164-78-4 22
5 N-(p-Methoxybenzylidene)-p-anisi... 241 C15H15NO2 001749-08-2 18
Abundance Scan 2677 (18.833 min): BM009857.D (-2673) (-) m/z 159.10 100.00%
9
5000
18.60 18.80 19.00 19.20
ol 67 293 320343 369 398 429 m/z 241.20 82 05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8..
241
159
5000 LU SUMLE UL UL S
18.60 18.80 19.00 19.20
185 m/z 185.10 40.23%
69 ol ‘ 21\3 | ‘
\\\\\w\w‘\\\ H\\ |
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
159
' 18.60 18.80 19.00 19.20
5000 m/z 41.10 23.89%
185 241
43 129
18 | 69 91 209 284
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t... e RARREEE RS
241 18.60 18.80 19.00 19.20
m/z 129.00 23.85%
5000
143
115
6% ol 212 |
mz> 's'o' B 1l o o We e Ao ' 18'60 18:80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.33 3.61 ng/ul 674995 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 93
2 12-Azabicyclo[9.2.2]pentadecan-1... 223 C14H25NO 1000191-26-7 68
3 Tricyclo[3.3.3.0(1,5)]Jundec-6-en... 223 C14H13N3 118894-71-6 60
4 4,4"-Diisopropylbiphenyl 238 C18H22 018970-30-4 49
5 3,4"-Diisopropylbiphenyl 238 C18H22 061434-46-6 46
Abundance Scan 2762 (19.333 min): BM009857.D (-2759) (-) m/z 223.10 100.00%
5000 181
89 123 19.00 19.20 19.40 19.60
115 0 - : - -
39 &3 2% 1 | 260 207 340 369 403429 | 777538 15  59.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181
5000 SUBAUNBSUMBA RS
19.00 19.20 19.40 19.60
153 m/z 181.05 43.82%
55 g1 104
¥ Ndﬁ'&l""l"" [rrrr 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance
97 223
i 19.00 19.20 1940 19.60
5000 m/z 165.00 40.76%
29 126 155 180 \MMMNMV%NHMNVVﬁhJVMMJWVUNQWdA
LI S UL RN SR IR SRR SURLELELS BURLL
m/z--> 50 100 150 200 250 300 350 400
Abundance #80189: Tricyclo[3.3.3.0(1,5)]undec-6-ene-2,3,6-tricarboni... R EAREEEEEE
143 196 223 19.00 19.20 19.40 19.60
m/z 195.05 36.01%
117
5000{ 41
7 168
ﬂjhﬁwl""l""l U SN DA USRNSSR BUNRRA BUURRE
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009857.D

Acq On : 02 May 2017 07:16

Operator : SJ/MA

Sample : 12849-03DL 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
Propanoic acid, 2... 13.06 2.0 ng/ul 207058 3 14.47 2058720 20.0
unknown-01 18.50 7.9 ng/ul 1030010 4 17.23 2602040 20.0
18-Norabietane 18.69 8.5 ng/ul 1102510 4 17.23 2602040 20.0
4b,8-Dimethyl-2-1... 18.83 18.5 ng/ul 2403040 4 17.23 2602040 20.0
10,18-Bisnorabiet... 19.33 3.6 ng/ul 674995 5 21.42 3737160 20.0
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