LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03796.D

Aca On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample : G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\HPCHEM1I\BNA M\METHODS\8270-BM120915.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.804 286 292 306 rBV 258750 365257 19.12% 2.441%
2 5.269 365 371 384 rBV 944873 1356628 71.01% 9.067%
3 6.863 635 642 657 rBV 905615 1420379 74.35% 9.493%
4 7.216 695 702 716 rBV 963282 1520864 79.61% 10.165%
5 7.681 775 781 788 rBB 193856 298971 15.65% 1.998%

6 8.004 829 836 844 rBB 724571 1180126 61.77% 7.887%
7 8.839 971 978 993 rBV 563545 908187 47 .54% 6.070%
8 10.469 1248 1255 1268 rBV 264095 435001 22.77% 2.907%
9 12.951 1670 1677 1692 rBV 1306055 1910425 100.00% 12.768%
10 13.792 1814 1820 1830 rBB 170102 228565 11.96% 1.528%
11 14.333 1906 1912 1920 rBB2 353154 539032 28.22% 3.603%
12 15.186 2053 2057 2062 rBB 24099 29130 1.52% 0.195%
13 15.827 2160 2166 2175 rBV 753242 1069510 55.98% 7.148%
14 16.051 2199 2204 2217 rBV 30141 52749 2.76% 0.353%
15 16.845 2335 2339 2343 rBvV 15188 20288 1.06% 0.136%
16 17.080 2373 2379 2389 rBvV 382084 554921 29.05% 3.709%
17 17.974 2528 2531 2537 rBV 20801 24783 1.30% 0.166%
18 19.721 2822 2828 2833 rBV 1263844 1657267 86.75% 11.076%
19 20.986 3039 3043 3056 rBvV 54668 82402 4_.31% 0.551%

20 21.280 3088 3093 3102 rBV 468105 577875 30.25% 3.862%

21 22.450 3287 3292 3298 rVB 105703 135231 7.08% 0.904%
22 23.515 3466 3473 3487 rBV2 313222 575355 30.12% 3.845%
23 24.115 3570 3575 3582 rBv4 9222 19328 1.01% 0.129%

Sum of corrected areas: 14962274
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03796.D

Aca On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample : G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM003796.D

1200000

1000000 527 oos 2

800000 8.00

600000 8.84

400000

4.80 10.47

200000 7.68

1 L

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM003796.D
12,95 19.72

T
10.00 10.50 11.00 11.50

1200000
1000000
800000 15.83
600000
400000 14.33 17.08

200000 13.79

15.19 16.05 16.84 17.97
0

i s

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM003796.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03796.D

Aca On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample : G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 24 .43 ng 365257 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 291 (4.798 min): BM003796.D (-286) (-) m/z 43.05 100.00%
43
59
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101 I &
51 | 83 440 4.60 4.80 5.00 5.20
o) BT A m/z 59.10 62.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S R
59 440 4.60 4.80 5.00 5.20
m/z 101.10 26 .45%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500 5.20
5000 M m/z 58.10 16.58%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3098: 5-Hexen-2-one R b
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.17%
5000
55
T e 8 o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 4.60 480 5.00 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03796.D

Aca On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample : G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.22 Concentration Rank 1

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

7.22 101.74 ng 1520860 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 703 (7.222 min): BM003796.D (-695) (-) m/z 132.10 100.00%
32
5000 68
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40 4g 54 62| 87 | 104 | : . . . .
ou.w.”:w.”,”.w.”.“.”,”.W.H.PH”,”.W.”.,.”,” m/z 68.10 38.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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2 78 m/z 134.10 32.84%
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal )
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.64%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03796.D

Aca On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample : G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.85 ng 82402 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 87

Abundance Scan 3044 (20.991 min): BM003796.D (-3039) (-) m/z 83.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03796.D

Aca On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample : G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2245 4.70ng 135231 perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 91

2 2.6.10.14.18.22-Tetracosahexaene. ..
3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4 2.6.10.14-Hexadecatetraen-1-ol. ...
5 7,11-Dimethyldodeca-2,6,10-trien. ..

410 C30H50

384 C27H440
332 C22H3602
208 C14H240

000111-02-4 91
1000163-04-7 83
061691-98-3 72
125529-10-4 64

Abundance Scan 3292 (22.450 min): BM003796.D (-3287) (-) m/z 69.10 100.00%
69
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ol J~,-'.| by j i 103189 220 34 hz7 81.05  50.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
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Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R
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m/z 68.10 11.86%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122515\
Data File : BM0O03796.D

Acq On : 25 Dec 2015 02:03

Operator : UM/SJ

Sample - G4939-19

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 4.80 24_4 ng 365257 1 7.68 298971 20.0
unknown7 .22 7.22 101.7 ng 1520860 1 7.68 298971 20.0
Heptafluorobutyri... 20.99 2.9 ng 82402 5 21.28 577875 20.0
Squalene 22.45 4.7 ng 135231 6 23.51 575355 20.0
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