LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006243.D

Acq On : 03 Jul 2016 20:23

Operator : UM/SJ

Sample : H3797-04

Misc :

ALS Vial : 19 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-BM070216 .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 2.828 36 41 52 rvB 271792 479312 7.90% 0.665%
2 3.422 138 142 152 rBvY 169718 244306 4_03% 0.339%
3 6.822 713 720 737 rVB 984322 1707880 28.14% 2.371%
4 6.981 737 747 759 rBV 762479 1275838 21.02% 1.771%
5 7.175 773 780 791 rBVY 971151 1615322 26.62% 2.243%
6 7.645 852 860 874 rVvB 1047680 1747472 28.80% 2.426%
7 8.351 973 980 994 rVvB 1238300 2076284 34.21% 2.883%
8 8.798 1048 1056 1070 rBV 1026714 1726851 28.46% 2.398%
9 9.516 1169 1178 1191 rBV 867084 1481198 24.41% 2.056%
10 10.051 1260 1269 1285 rBV 1212255 2158398 35.57% 2.997%

11 10.428 1322 1333 1347 rBV 1526621 2726276 44 .93% 3.785%
12 10.563 1347 1356 1373 rBV 1180762 2228334 36.72% 3.094%
13 13.704 1884 1890 1895 rBV 2128725 3341039 55.06% 4._.639%
14 13.751 1895 1898 1908 rVB 1233602 1776065 29.27% 2.466%
15 13.986 1927 1938 1949 rBV 2568862 3994692 65.83% 5.546%

16 14.292 1983 1990 2000 rvv2 2225068 3663370 60.37% 5.086%
17 14.510 2020 2027 2044 rBV 871022 1487869 24.52% 2.066%
18 14.721 2056 2063 2068 rBV 57963 94671 1.56% 0.131%
19 15.292 2153 2160 2170 rBV 3216444 4857514 80.05% 6.744%
20 15.421 2176 2182 2193 rBV 865162 1249832 20.60% 1.735%

21 15.533 2196 2201 2205 rBV 42661 72145 1.19% 0.100%
22 16.021 2279 2284 2292 rBV 67546 144942 2.39% 0.201%
23 16.810 2414 2418 2425 rBV2 141344 236108 3.89% 0.328%
24 17.045 2452 2458 2467 rBV 2992409 4439578 73.16% 6.164%
25 17.145 2467 2475 2486 rVB2 3511085 5238956 86.33% 7.274%

26 17.551 2539 2544 2553 rVB 128513 209972 3.46% 0.292%
27 17.721 2570 2573 2578 rVB2 49540 62154 1.02% 0.086%
28 19.109 2806 2809 2814 rVB 49838 62201 1.02% 0.086%
29 19.445 2860 2866 2878 rBV2 4235507 6068458 100.00% 8.425%
30 20.962 3119 3124 3133 rBV2 233498 432990 7.14% 0.601%

31 21.156 3154 3157 3162 rBV 76308 94765 1.56% 0.132%
32 21.239 3165 3171 3182 rVV 3635657 5057927 83.35% 7.022%
33 22.280 3345 3348 3354 rVB 80578 101610 1.67% 0.141%
34 22.403 3365 3369 3380 rVB 319324 466250 7.68% 0.647%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006243.D

Acq On : 03 Jul 2016 20:23

Operator : UM/SJ

Sample : H3797-04

Misc :

ALS Vial : 19 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 - 0 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-BM070216 .M
SVOA CALIBRATION

35 22.774 3429 3432 3440 rBV3 92999 158182 2.61% 0.220%
36 23.315 3516 3524 3536 rVB2 2350752 4790362 78.94% 6.651%
37 23.450 3540 3547 3558 rVvv2 2073063 3927758 64.72% 5.453%

38 23.968 3630 3635 3643 rvB2 131183 247613 4.08% 0.344%
39 24.697 3755 3759 3772 rVvB2 125303 281430 4.64% 0.391%

Sum of corrected areas: 72025924
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO70316\

BM006243.D

03 Jul 2016 20:23

UM/SsJ

H3797-04

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM006243.D
4000000
3000000
2000000
10.43
8.35 10.05 [10.56
6.82 7.17 765 8.80
1000000 6.98 9.52
2.83 3.42 }k
O o L A e o o L e o e  INLNLAN A o e o o e o o o
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM006243.D
19.44
4000000
17.14
15.29
17.Q4
3000000
13.99
1370 | 1429
2000000
18.75
1000000 14.51 15.42
14.72 553 16,02 16.81 179972 19.11
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM006243.D
4000000 21.24
3000000
23.32
D3.45
2000000
1000000
20 2240 b 23.97
. . . 24.70
% 16 2 277 L F A
O I B o o o o L Lo I B i o e LA i e o o e L B o o 8 IS A o e
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 2350 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\BMO70316\
Data File : BM006243.D

Acq On : 03 Jul 2016 20:23

Operator : UM/SJ

Sample : H3797-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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: Cyclic2.83 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.83 5.49 ng/ul 479312 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 91
4 Cyclohexane 84 C6H12 000110-82-7 91
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64

Abundance Scan 41 (2.828 min): BM006243.D (-36) (-) m/z 56.05 100.00%
56
84
41
5000
69 Y L N
280 3.00 3.0
37 65 | 7478
“M“W“W“w“w“W“W“W“WJJLW“WHH“W“N“W“W“WLP“W“l m/z  84.05 66.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1433: Cyclohexane
56
41 84
5000 L L N L L R
27 280 300 3.0
69 m/z 41.00 55.88%
15 1l 37| 51, 6165 77
miz--> D T T B S o 45 e e e 7o e
Abundance
56 84 - N
280 3.00 3.0
5000 4 m/z 55.05 35.74%
69
27
15 37 51 ' 6165 7377
IAALALAY LU LAALY M A NARS] RALLKY KL ALY LARAY AL SALA) ARSI RELAY WAL A AL AL AL AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1434: Cyclohexane L — LI T T T T T T
56 280 300 3.0
41 84 m/z 69.10 26 .66%
5000 7
69
15
'“”'Wg“P'“P”W'”W“'W”“P'“P“W“'W“”?}“I'”?{gﬁ“ﬁ'“wzzl““v“'v“ﬁ \”7 A A L N
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 300 3.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006243.D

Acq On : 03 Jul 2016 20:23

Operator : UM/SJ

Sample : H3797-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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 Propylene Glycol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.42 2.80 ng/ul 244306 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 2-Butanol 74 C4H100 000078-92-2 9

Abundance Scan 142 (3.422 min): BM006243.D (-138) (-) m/z 45.10 100.00%
45
5000
4 57 61 3.00 320 3.40 3.60 3.80
..,....,....,....,....,....,....,3.6..3.9,::4.: A8 88 e M/Z 43.00  20.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #918: Propylene Glycol
45
5000
3.00 320 3.40 3.60 3.80
m/z 61.00 6.26%
29 61
1519 26 (33363942, 53 57 6 7376
> 8T E R H % 4 4 5 %5 8065 70 75 8
Abundance
45
300 320 340 3.60 3.80
5000 m/z 44.00 5.66%
29
121519 56 | 33 3942 53 57 61 76
ARNRARRNRAADY RAARN NALY LARAN AARR) LML) RN LARAS RAREN RARR) RAALE UALEN LAAM) RARANRAARI B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #288: Isopropy! Alcohol A B B
45 3.00 320 3.40 3.60 3.80
m/z 42.00 3.67%
5000
1519 T g 59
| i .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006243.D

Acq On : 03 Jul 2016 20:23

Operator : UM/SJ

Sample : H3797-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.40 2.37 ng/ul 466250 Perylene-di12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 87
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
Abundance Scan 3368 (22.397 min): BM006243.D (-3365) (-) m/z 69.10 100.00%
69
5000
4 l [rrrrprrrrprer T T TpTT
22.00 22.20 22.40 22.60 22.80
149
- L, Il ' lt.ﬂ. A05 203 231 266 295 311369 4291 "m/z 81.10  47.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 UV
22.00 22.20 22.40 22.60 22.80
41 o 137 m/z 41.05 25.60%
o dy 116 163 191 217 245 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.00 22.20 22.40 22.60 22.80
5000 m/z 95.10 12.46%
41
95 137 465 103
mz-> 50 100 150 200 250 300 350 400
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... A B o
69 22.00 22.20 22.40 22.60 22.80
m/z 68.10 10.96%
5000
41
136
1 11ﬂ‘J| 161, 189 915236 263287 332 AAMWWPMAMMAVMJ\V&M¢M0~vwv~N
m/z--> % 100 150 ﬁ 250 300 350 400 22.00 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006243.D

Acq On : 03 Jul 2016 20:23

Operator : UM/SJ

Sample : H3797-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
SVOA CALIBRATION

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

-Internal Standard---|

H* 1

|
TIC Top Hit name RT EstConc Units Response |

RT Resp Conc]
(DEL) Alkane: Cyc... 2.83 5.5 ng/ul 479312 1 7.65 1747470 20.0
Propylene Glycol 3.42 2.8 ng/ul 244306 1 7.65 1747470 20.0
Squalene 22.40 2.4 ng/ul 466250 6 23.45 3927760 20.0
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