LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO60717\
Data File : BM010430.D

Acq On : 07 Jun 2017 12:56

Operator : SJ/MA

Sample - 13490-02

Misc :

ALS Vial : 6 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-BM052717 .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 7.092 675 681 695 rBY 965066 1670847 17.82% 2.250%
2 7.251 702 708 716 rBVY 657541 1068147 11.39% 1.438%
3 7.451 733 742 750 rBV 1136740 1856836 19.80% 2.501%
4 7.910 813 820 827 rBvV 977822 1551322 16.54% 2.089%
5 8.634 936 943 955 rBV 1250703 2072300 22.10% 2.791%
6 9.092 1015 1021 1030 rBV 964929 1619222 17.27% 2.181%
7 9.810 1133 1143 1152 rBVY 893310 1531668 16.33% 2.063%
8 10.339 1226 1233 1245 rBV 1456721 2454965 26.18% 3.306%
9 10.716 1288 1297 1303 rBV 1135094 1908739 20.35% 2.570%
10 10.880 1317 1325 1335 rBV 1149773 2015126 21.49% 2.714%

11 13.957 1841 1848 1853 rBV 2585466 3664219 39.07% 4_.935%
12 14.004 1853 1856 1862 rVB 813156 1052711 11.23% 1.418%
13 14.245 1891 1897 1906 rBV 2717762 3886277 41.44% 5.234%
14 14.545 1941 1948 1958 rVB2 1643775 2518635 26.86% 3.392%
15 14.786 1979 1989 2001 rBV 777797 1317737 14.05% 1.775%

16 15.539 2110 2117 2124 rVB 3537374 5008659 53.41% 6.745%
17 15.662 2132 2138 2145 rBV 932839 1266151 13.50% 1.705%
18 16.186 2222 2227 2232 rBV5 72415 111616 1.19% 0.150%
19 17.292 2408 2415 2423 rBV 2226224 3104627 33.11% 4.181%
20 17.392 2425 2432 2447 rVB 4270868 5913913 63.06% 7.964%

21 18.139 2554 2559 2568 rBV2 548603 782905 8.35% 1.054%
22 19.409 2771 2775 2781 rBV3 292127 418783 4_47% 0.564%
23 19.680 2815 2821 2827 rBV 5683970 7390431 78.81% 9.953%
24 20.639 2981 2984 2986 rBV3 97748 97099 1.04% 0.131%
25 21.456 3118 3123 3131 rBV 3874863 4585750 48.90% 6.176%

26 21.874 3191 3194 3199 rVB 646909 810310 8.64% 1.091%
27 22.586 3312 3315 3323 rVB 445036 615110 6.56% 0.828%

28 23.650 3490 3496 3506 rVB2 4734371 9377523 100.00% 12.629%
29 23.803 3516 3522 3529 rVB 2449066 4584096 48.88% 6.173%

Sum of corrected areas: 74255724
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO60717\
Data File : BM010430.D

Acq On = 07 Jun 2017 12:56

Operator : SJ/MA

Sample - 13490-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

Abundance TIC: BM010430.D
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Abundance TIC: BM010430.D
6000000 2365

5000000 21.46

4000000 ©3.80

3000000

2000000 21.87 22.59

1000000
.64

T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO60717\
Data File : BM010430.D

Acq On = 07 Jun 2017 12:56

Operator : SJ/MA

Sample - 13490-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.14 5.04 ng/ul 782905 Phenanthrene-d10 17.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 46

Abundance Scan 2559 (18.139 min): BM010430.D (-2554) (-) m/z 73.05 100.00%

7B

5000

17.80 18.00 18.20 18.40
m/z 55.05 64.19%

285 328357 399 430

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

5000 129

17.80 18.00 18.20 18.40
m/z 60.10 60.16%

157185 213 256

‘m |

m/z--> 0 50 50 200 250 300 350 400 450 500
Abundance
73
43 17.80 18.00 18.20 18.40
5000 m/z 41.10 51.72%
129
171 214
99
17
T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid
43 73 17.80 18.00 18.20 18.40
m/z 213.20 48 .74%
5000
J 129 171 214
101
my MH’\,{,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO60717\
Data File : BM010430.D

Acq On = 07 Jun 2017 12:56

Operator : SJ/MA

Sample - 13490-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 2
R.T. EstConc Area Relative to ISTD R.T.
21.87 3.53 ng/ul 810310 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Hexadien-2-one, 5-methyl-6-(... 231 C13H13NO3 055191-23-6 49
2 Phenanthridine 6-chloro-2-methyl... 231 C14H14CIN 035417-77-7 47
3 2-[(Methylamino)methylene]thiazo... 231 C11H9N30S 072740-41-1 43
4 3,5,7-Triazatricyclo[6.3.0.0(3,7... 345 C21H19N302 1000195-89-9 40
5 (1Alpha,7beta,9aalpha)-4-(3-fury... 231 C15H21NO 003606-26-6 38
Abundance Scan 3193 (21.868 min): BM010430.D (-3191) (-) m/z 231.10 100.00%
231
5000
23 zozl 274 | 21.60 21.80 22.00 22.20
Ob e AOBI3S103 |y | S11841 404433 475 512547 Tn777215.10  47.80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86735: 3,5-Hexadien-2-one, 5-methyl-6-(4-nitrophenyl)-
142 231
43 109
5000 R RARAN R AR RN AR
21.60 21.80 22.00 22.20
170 m/z 216.20 35.88%
15:“““““ H“\‘\ l?01{||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
231
| 21.60 21.80 22.00 22.20
5000 203 m/z 232.20 18.58%
51 82 15 168

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

Abundance #86610: 2-[(Methylamino)methylene]thiazolo[3,2-a]benzimida... L AR mm s
231 21.60 21.80 22.00 22.20
m/z 274.15 10.96%
150
5000
82 118
’ 188
,.”uW¥mur L LLL N — s o I\ P R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO60717\
Data File : BM010430.D

Acq On = 07 Jun 2017 12:56

Operator : SJ/MA

Sample - 13490-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.59 2.68 ng/ul 615110 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 64
2 Supraene 410 C30H50 007683-64-9 59
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
4 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 50
Abundance Scan 3316 (22.591 min): BM010430.D (-3312) (-) 69.10 100.00%
60
5000 {
41 ’ 137 207 UADSR SUNRIN BN BN BN
107" 165 281 22120 22.40 22.60 22.80 23.00
obr ki dib 4102 | 25170 815343 387 429450490521550 o T g1 U0 41 76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene
69
5000 AR AU N
a1 22120 22.40 22.60 22.80 23.00
REY m/z 207.10 15.92%
L \\ u u | 191 231 273 341 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
22.20 22.40 22.60 22.80 23.00
5000 m/z 41.10 13.90%
41
137
109 164191 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A e AR RS
69 22.20 22.40 22.60 22.80 23.00
m/z 137.20 12.99%
5000
41
m/z--> 50 1(')0 1&'30 200 250 300 350 400 450 500 550 22120 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO60717\
Data File : BM010430.D

Acq On : 07 Jun 2017 12:56

Operator : SJ/MA

Sample - 13490-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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]
n-Hexadecanoic acid 18.14 5.0 ng/ul 782905 4 17.29 3104630 20.0
unknown-01 21.87 3.5 ng/ul 810310 5 21.46 4585750 20.0
Squalene 22.59 2.7 ng/ul 615110 5 21.46 4585750 20.0
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