Data Path :

Data File
Acq On
Operator
Sample
Misc
ALS Vial

Integration

Non Target Peaks Area Percent Report

022912PA--dilutel000.D
29 Feb 2012

PA--dilutel000

10:00

1.0 uL. 4 mL dilutel000
Sample Multiplier: 1

55

Integrator: RTE

Smoothing
Sampling

ON
1

Start Thrs: 0.2
0

Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title
Signal
peak R.T.
# min
1 8.029
2 8.169
3 8.220
4 8.360
5 8.946
6 9.384
7 9.486
8 9.612
9 9.686
10 10.031
11 10.087
12 10.152
13 10.268
14 10.785
15 11.078
16 11.246
17 11.618
18 11.707
19 11.772
20 11.837
21 11.949
22 12.233
23 12.410
24 12.624
25 12.745
26 13.038
27 13.192
28 13.290
29 13.359
30 13.457
31 13.881
32 14.137
33 14.272
34 14.384
35 14.546
36 14.593
37 14.635
38 14.705
39 14.779
40 14.882

TLTICPAH.M Tue Jan 09 16:55:

Parameters: rteint.p

C:\msdchem\1\LEGACY\2012\February\

Filtering:
Min Area:
Max Peaks:
Peak Location:

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC:

first
scan

741

779
858
873
892
906

928
988
1024
1073
1102

1163
1196
1218
1232
1250

1342
1400
1428
1447
1485

1499
1510
1522
1537
1558

max
scan
94
124
135
165
291

385
407
434
450
524

536
550
575
686
749

785
865
884
898
912

936
997
1035
1081
1107

1170
1203
1224
1239
1260

1351
1406
1435
1459
1494

1504
1513
1528
1544
1566

last
scan
107
129
146
209
341

400
420
442
477
530

544
568
598
720
763

800
872
892
906
928

950
1005
1057
1091
1117

1184
1206
1232
1249
1263

1371
1414
1446
1464
1498

1509
1521
1536
1557
1578

PK

peak

TY height

rBV5
rBV2
rVB
rVB
rVv

rBV
rVv
rvv3
rVB4
rBV

rVv
rVv
rVB
rBV
rVB3

rBV
rvva
rVvv4
rVv
rVv

rVv
rBV
rVB
rBV
rVB4

rVB2
rBV2
rVB2
rBV

rBV3

rVB
rVB
rVB7
rBV6
rBV

rVv2
rvv
rvv
rVv
rVB

282139
673766
579152
886036
4301605

715215
346906
516099
482113
1077072

1237859
1497007
1380727
10077903
682317

551697
4504459
1810077
1341887
1696636

1601406
435058

12331880

2247673
506281

1012170
1269310
1014971
1503916
1406328

11387568
792703
315963
334183

1043997

1113467
837219
944484

1288797

1116044

56 2018 OREM

022912PA--dilutel000.D\data.ms

corr.
area
1023596
1811404
1278958
3442246
15188591

1782347

941180
1699101
1984664
2295820

3104848
4972071
4026588
30179560
2064745

1519217
1064477
5438418
3167484
4572433

3622047
1033256
28348710
4736938
1202398

2432174
2251896
1955750
3066873
2745308

22981541
1704196
915855
1030458
2128397

2307897
1528259
1898113
2879267
2405214

5

3 % of largest Peak

100
TOP

.29%
.47%

34%

100.00%

12

.84%

.03%
.53%
.02%
.50%
.15%

.00%
.42%

93.93%

15.
.98%

3

W oo

70%

.06%
.46%
.48%
.16%
.10%

76 .15%

~Nwwom

~Nw oo

.65%
.03%
.41%
.05%

.65%
.06%
.29%
.54%
.97%
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Data Path :
Data File

Acq On
Operator
Sample
Misc
ALS Vial

Integration
Integrator:
Smoothing
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Non Target Peaks Area Percent Report

C:\msdchem\1\LEGACY\2012\February\

29 Feb 2012

PA--dilutel000

022912PA--dilutel000.D
10:00

1.0 uL 4 mL dilutel000
Sample Multiplier: 1

55

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Method
Title

41 14.970
42 15.310
43 15.538
44 16.027
45 16.078
46 16.166
47 16.232
48 16.357
49 16.804
50 17.517
51 17.666
52 17.777
53 17.898
54 18.359
55 19.076
56 19.132
57 19.281
58 19.360
59 19.490
60 19.956
61 20.049
62 20.659
63 20.785
64 20.971
65 21.557
66 21.706
67 22.163
68 23.014
69 23.140
70 23.778
71 24.248
72 24.690
73 26.059
74 26.199
75 27.660
76 28.117
77 28.335
78 29.178
79 30.807
80 32.539
81 34.359
82 36.245
83 38.177

TLTICPAH.M Tue Jan 09 16:55:

Filtering:
Min Area:
Max Peaks:
Peak Location:

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

1578
1649
1701
1800
1818

1836
1848
1876
1968
2124

2158
2180
2207
2302
2458

2472
2505
2523
2549
2644

2667
2795
2827
2864
2989

3023
3120
3302
3329
3468

3566
3662
3961
3985
4299

4397
4450
4625
4974
5346

5737
6143
6555

1585
1658
1707
1812
1823

1842
1856
1883
1979
2132

2164
2188
2214
2313
2467

2479
2511
2528
2556
2656

2676
2807
2834
2874
3000

3032
3130
3313
3340
3477

3578
3673
3967
3997
4311

4409
4456
4637
4987
5359

5750
6155
6570

1594
1666
1715
1817
1835

1848
1874
1898
1995
2145

2179
2195
2224
2346
2471

2499
2523
2544
2568
2666

2689
2826
2846
2892
3011

3042
3138
3329
3360
3491

3589
3691
3984
4014
4342

4421
4466
4660
5008
5381

5771
6186
6610

rBV
rBV
rVB2
rBV4
rvv3

rVv
rvv3
rVB
rVB
rBV5

rVB3
rBV
rVB
rBV
rBV3

rVB2
rBV4
rVB
rVB
rBV

rVB2
rBVé6
rVv2
rVB3
rVB

rBV
rBV
rVB4
rVB
rBVé6

rVB6
rVB
rVB3
rBV
rVB

rBV
rVB2
rBV
rBV
rVB

rBV2
rVB
rVB4

1329678
9213559
494250
729620
1158012

646547
1802344
800815
7875918
711907

626829
752357
623754
6139923
592932

1131964
364004
508894
483461

5383030

1506553
629666
351466
719472

4528220

875350
1313490
347502
4154505
411510

601919
3679570
350311
3059252
2399919

777224
499830
1684018
1193327
863016

547209
372808
240916

56 2018 OREM

2497306
17355459
1055732
2261025
2589281

1294536
4987596
1846502
16072989
2507060

2331518
1707333
1291960
14757634
1382160

3827890
1256271
1160543
1086176
12307887

3840150
2941277
992150
1940452
10349824

2343955
3725104
1404923
9811575
1622544

2022508
8867566
1030174
7446373
6780125

3595911
1251248
4843949
3843467
2842329

1986458
1487920
1231829

5

3 % of largest Peak

100
TOP

.27%
.51%
.50%
.49%
.58%

.29%
.53%
.12%
.26%
.31%

.73%
.66%
.28%
.90%
.58%

.68%
.16%
.85%
.60%
.78%

.72%
.75%
.29%
.43%
.29%

L17%
.34%
.66%
.51%
.38%

.70%
.38%
.41%
.67%
.47%

.92%
.15%
.05%
.74%
.42%

.58%
.93%
.08%

OoOHHOO HFNONO oONO KO [SNeNeNeN 3 wWwooor ok OO O Ok OO [eNeoNaN - Nel

[oNeoNe]

.689%
.788%
.291%
.624%
.714%

.357%
.376%
.509%
.434%
.692%

.643%
.471%
.356%
.071%
.381%

.056%
.347%
.320%
.300%
.395%

.059%
.811%
.274%
.535%
.855%

.647%
.028%
.388%
.707%
.448%

.558%
.446%
.284%
.054%
.870%

.992%
.345%
.336%
.060%
.784%

.548%
.410%
.340%
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Non Target Peaks Area Percent Report

Data Path : C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On : 29 Feb 2012 10:00
Operator :

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs 0 Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : C:\msdchem\1\METHODS\TLTICPAH.M
Title : PAH5437

Sum of corrected areas:

TLTICPAH.M Tue Jan 09 16:55:56 2018 OREM

362510964
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Non Target Peaks Report - Integrated Chromatogram

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA-dilutel000.D

Acg On : 29 Feb 2012 10:00

Operator

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L
TIC Integration Parameters: rteint.p

Abundance TiC: 022912PA I -012512-dilute1000.D\data.ms
12410 Q
1.2e+07 13.881

10.785
1e+07 15.310

16.804
8000000
18.359
6000000

8.946

4000000

2000000

19.956

Time—> 8.00 900 1000 1100 1200 13.00 1400 1500 1600 1700 1800 1900

20 00 21 00

22 00 23 00

Abundance TIC: 022912PA-dilute1000_.D\data.ms
1.2e+07

1e+07

8000000

6000000

4000000 26.199

27.660

29178
2000000 30.807 5 a0
N 34.359

36 245

38. 177

Time-—> 24 00 2500 2600 27.00 2800 2900 30.00 31.00 3200 33.00 34.00 35.00

0 """"""""""""I""I""I""""""""""""""'

36.00 37.00 38.00 39.00

Abundance TIC: 022912PA-dilute1000.D\data.ms
1.2e+07

1e+07

8000000

6000000

4000000

2000000

Time-—> 4000 4100 4200 43.00 4400 4500 46.00 4700 4800 49.00 50.00 51.00

52.00 53.00

—
clIIIIIIII|IIII]IIII|IIII|IIII|IIII|III|]IIII|IIII|IIII|IIII|IIII]IIII|IIII|I

54.00 55.00

TT

TLTICPAH.M Tue Jan 09 16:55:56 2018 OREM
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Data Path : C
Data File

Acq On

Non Target Peak Search Report

:\msdchem\1\LEGACY\2012\February\

: 022912PA--dilutel000.D

29 Feb 2012

Operator

Sample
Misc

ALS Vial

10:00

PA-dilutel000

1.
55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

0 uLL 4 mL dilutel000

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L
rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number

EstConc Area

1 Decane

Concentration Rank 6

Relative to ISTD R.T.

15188600

External Standard

000124-18-5 91
000124-18-5 91
000124-18-5 90
007098-21-7 72

Hit# of 5 Tentative ID MW MolForm
1 Decane 142 C1l0H22
2 Decane 142 C10H22
3 Decane 142 C1l0H22
4 Tritetracontane 605 C43HS88
5 Hexadecane 226 C1l6H34

000544-76-3 72

5000

AbundanceScan 291 (8.946 min): 022912PA-dilute1000.D\data.ms
591

85.1

1134 1421
L Lo | 1911 2490 2810

m/z 57.10 100.00%

F

LIS L L O

8.60 880 9.00 9.20

0
m/z-—>

TTT T T

20 40

a T B o R R R R R

60 80 100 120 140 160 180 200 220 240 260 280

Abundance

5000

#18912: Decane

430

| |

71.0

| oo, e

m/z 71.10 43 .23%

?

LN I O I L O

8.60 8.80 9.00 9.20

m/z—>

20 40

4
L B L L N R R RN IR RN LR LN LR

60 80 100 120 140 160 180 200 220 240 260 280

Abundance

5000

m/z-—>

570

29.0

113.0 142.0

P T T T Y T T T T

20 40

TrrmTrﬂ‘lTrmTﬂ‘ﬂTﬂ‘ﬂTﬁ‘ﬂ'rr"ﬂ'rr"ﬂTm
60 80 100 120 140 160 180 200 220 240 260 280

m/z 85.10 31.77%

-

LA LI L L L L

8.60 880 9.00 9.20

Abundance

5000

m/z-—>

43.0

20
20 40

#18914: Decane

71.0

99.0 142.0

207.0
60 80 100 120 140 160 180 200 220 240 260 280

m/z 56.10 18.40%

%

LA L L L L L L

8.60 880 9.00 9.20

m/z 70.10 15.62%

C

LN I L L O

8.60 8.80 9.00 9.20

TLTICPAH.M Tue Jan 09 16:55:56 2018 OREM
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Data Path
Data File :

Acq On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Non Target Peak Search Report

: C:\msdchem\1\LEGACY\2012\February\
022912PA-dilutel000.D
29 Feb 2012 10:00

PA-dilutel000
1.0 uL. 4 mL dilutel000
55 Sample Multiplier: 1

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 2

Decane, 2-methyl-

Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
10.152 497.21 ng 4972070 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 Cl1l1H24 006975-98-0 74
2 Decane, 3,8-dimethyl- 170 C1l2H26 017312-55-9 72
3 Decane, 2-methyl- 156 Cl1H24 006975-98-0 72
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
5 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 64

AbundanceScan 550 (10.152 min): 022912PA—dilute1000.D\data.m m/z 57.10 100.00%
511
- MJ\W\\
I|IIIIIIIII|IIII|IIII|I
9.80 10.00 10.20 10.40
0 m/z 71.10 68.45%
m/z—> 0 20 40 60 80 100 120 140 160 180 200
Abundance #27923: Decane, 2-methyl-
430
71.0
5000 Illllllllllllllllllllll
9.80 10.00 10.20 10.40
m/z 85.10 39.45%
113.0
141.0
2|02|4h£|’| hoso |
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance
51.0
B RAREE B
9.80 10.00 10.20 10.40
5000 m/z 112.10 19.71%
85.0
290
113.0 1410
169.0
L R I S FUL A UL L B S S I N
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance _ #27919: Decane, 2-methyl- S
(.0 9.80 10.00 10.20 10.40
m/z 56.10 19.10%
5000
29.0 85.0
112.0
I|||!lllllll|l IIIII4]I(I)II TTrrr[rrrr TTrorT I|l|||||lll|lll||llll||
m/z—> 0 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

TLTICPAH.M Tue Jan 09 16:55:56 2018 OREM
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Data Path

Data File
Acq On

Non Target Peak Search Report

: 022912PA-dilutel000.D

29 Feb 2012

Operator

Sample
Misc

10:00

PA-dilutel000
1.0 uL M 4 mL dilutel000

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

55

Sample Multiplier: 1

C:\msdchem\1\LEGACY\2012\February\

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number Decane, 3-methyl- Concentration Rank 19
R.T EstConc Area Relative to ISTD R.T.
10.268 402.66 ng 4026590 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3-methyl- 156 Cl1l1H24 013151-34-3 87
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Undecane, 3-methyl- 170 C1l2H26 001002-43-3 59
5 Decane, 3-methyl- 156 Cl1H24 013151-34-3 59
AbundanceScan 575 (10.268 min): 022912PA-dilute1000.D\data.m m/z 57.10 100.00%
511
85.1
- -- ‘dﬂr\jx«j\\/\\\_\r_____J
126.1
“ . 10.00 10.20 10.40 10.60
S— et 220 A2 ) [ m/z 71.10  73.12%
m/z-—> 20 40 60 80 100 120 140 160 180
Abundance #27921: Decane, 3-methyl-
51.0
5000 85.0 =TT
i 10.00 10.20 10.40 10.60
m/z 85.10 50.41%
126.0
a0 ML I 1se0
m/z—> 20 40 60 80 100 120 140 160 180
Abundance
571.0
_T_rT_rf_l_IﬁTl_ITTT!TT_'_rT_T_'_T
10.00 10.20 10.40 10.60
410 85.0
R 155.0
220 1130 1390 184.0
LI ELRLEL AL UL N LSS UL LR SLELELEL ML WL
m/z—> 20 40 60 80 100 120 140 160 180
Abundance _ #47639: Dodecane, 3-methyl- A SR e
210 10.00 10.20 10.40 10.60
m/z 126.10 21.98%
5000
41)0 85.0
155.0
26 Jdooo 1130 1l 184.0
B B e B e AL AL w
m/z-—> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60

TLTICPAH.M Tue Jan 09 16:55:56 2018 OREM
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Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA-dilutel000.D

Acq On 29 Feb 2012 10:00
Operator
Sample PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 4 Undecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.785 3017.96 ng 30179600 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 Cl1l1H24 001120-21-4 94
2 Undecane 156 C1l1H24 001120-21-4 91
3 Decane 142 C10H22 000124-18-5 90
4 Undecane 156 Cl1l1H24 001120-21-4 81
5 Undecane 156 C1l1H24 001120-21-4 81

AbundanceScan 686 (10.785 min): 022912PA—dilute1000.D\data.m m/z 57.10 100.00%
51
711
5000
85.1
9911131 156.2 10.40 10.60 10.80 11.00 11.20
0 ........,...~M,..I|=.,'!.. A e 01 fm/z 71,10 53.46%
m/z—> 20 40 60 80 100 120 140 160
Abundance #27913: Undecane /\\\\dd/\daj\
430 51.0
5000 710 IIIIlIIIIIIIII]IIIIIII
. 10.40 10.60 10.80 11.00 11.20
i 85.0 m/z 85.10 33.04%
290
99.0 113.0- 56
l?q.d..\h..w,.ﬂ:. ...ﬂ.!”]O@ZQ.,..P?O..”,
m/z—> 20 40 60 80 100 120 140 160
Abundance
57.0
430
710 10.40 10.60 10.80 11.00 11.20
5000 m/z 56.10 16.95%
850
290
LA LA L LA S WL WL L N SRR |
m/z--> 20 40 60 80 100 120 140 160
Abundance #18913: Decane
4?0: |II|I|IIII|IIIIIIIIIIII
97.0 10.40 10.60 10.80 11.00 11.20
m/z 55.10 14.83%
5000
71.0
290 850
so || | 4 | om0 e
III|IIII|IIIIIIIIIIIIIIIIIIIIII|IIII|IIII| |IIII|IIII|IIII]IIII|I|
m/z—> 20 40 60 80 100 120 140 160 10.40 10.60 10.80 11.00 11.20

TLTICPAH.M Tue Jan 09 16:55:57 2018 OREM
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Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA-dilutel000.D

Acq On 29 Feb 2012 10:00
Operator

Sample PAdilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 5 5-Ethyldecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.707 543.84 ng 5438420 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Ethyldecane 170 C1l2H26 017302-36-2 83
2 Undecane, 5-methyl- 170 Cl2H26 001632-70-8 78
3 Octane, 4-ethyl- 142 Cl10H22 015869-86-0 78
4 2,6-Dimethyldecane 170 C1l2H26 013150-81-7 68
5 Undecane, 5-methyl- 170 Cl2H26 001632-70-8 64

AbundanceScan 884 (11.707 min): 022912PA—dilute1000.D\data.m m/z 57.10 100.00%
51
5000
851
II|IIII|IIII|IIII|IIII|
HF[ 11.40 11.60 11.80 12.00
oL A A LT 0100702 o060 ssgs w5l [mjz 71.10  48.03%
m/z-—> 50 100 150 200 250 300 350
Abundance #37474: 5-Ethyldecane
51.0
5000 IIIIIII]IIII[IIII'IIIII
11.40 11.60 11.80 12.00
85.0 m/z 85.10 33.17%
‘ 140.0
B O O
m/z—> 50 100 150 200 250 300 350
Abundance
430
R RAARE B S
11.40 11.60 11.80 12.00
5000 710 m/z 84.10 25.26%
112.0
141.0170.0
L B B B e B
m/z—> 50 100 150 200 250 300 350 ¢~\rf\\,\f\j\\J\\f\_ﬁ‘,/
Abundance ; #18916: Octane, 4-ethyl- A S
(.0 11.40 11.60 11.80 12.00
m/z 56.10 16.62%
5000
90 112.0
Il’I|l I,Illl I”l’ll I’|Il|4ll2lollll Illlllllllllllll II|IIII]IIII|IIII|IIII|
m/z-—> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

TLTICPAH.M Tue

Jan 09 16:55:57 2018 OREM

Page:

9



Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA--dilutel000.D

Acq On 29 Feb 2012 10:00

Operator

Sample PA-dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

C:\msdchem\1\METHODS\TLT
PAH5437

C:\Database\NIST08.L

TIC Integration Parameters: rteint.p

ICPAH.M

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Concentration Rank 18

Peak Number

6 Undecane, 2-methyl-

R.T EstConc Area Relative to ISTD R.T.
11.837 457.24 ng 4572430 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual

Undecane, 2-methyl-
Undecane, 2-methyl-

Undecane, 5-methyl-

1
2
3 Dodecane, 3-methyl-
4
5

Undecane, 3-methyl-

170 Cl2H26
170 Cl2H26
184 C1l3H28
170 Cl2H26
170 Cl2H26

007045-71-8 91
007045-71-8 83
017312-57-1 78
001632-70-8 64
001002-43-3 64

m/z 57.10 100.00%

-

11.60 11.80 12.00 12.20

m/z 71.10 65.60%

-

TT T T[T T T T [T T T T[T T T T [TTT

11.60 11.80 12.00 12.20

m/z 85.10 52.64%

=

L L L B L B L N B

11.60 11.80 12.00 12.20

m/z 56.10 20.34%

=

L L L L B L B L N B

11.60 11.80 12.00 12.20

AbundanceScan 912 (11.837 min): 022912PA—dilute1000.D\data.m
51.1
5000
ol 819 206.9
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance #37479: Undecane, 2-methyl-
430
71.0
5000
990 127 .0
5 155.0
III‘*'I?I‘I‘H\III'M\IIIH;Ilwl.HIM‘III\I - lII|IIIIII E—
m/z—> 40 60 80 100 120 140 160 180 200
Abundance
430
5000 710
26/0 990 1270 4559
L UL L N S S S UL UL I S
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance #47639: Dodecane, 3-methyl-
571.0
5000
850
290
L 11'30 155.0 940
R o e e B B LR e
m/z—> 20 40 60 80 100 120 140 160 180 200

m/z 127.10 15.97%

-

11.60 11.80 12.00 12.20

TLTICPAH.M Tue Jan 09 16:55:57 2018 OREM

Page:

10



Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA-dilutel000.D

Acq On 29 Feb 2012 10:00
Operator

Sample PAdilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 7 Dodecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.410 2834.87 ng 28348700 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C1l2H26 000112-40-3 97
2 Dodecane 170 C1l2H26 000112-40-3 95
3 Dodecane 170 C1l2H26 000112-40-3 95
4 Dodecane 170 C1l2H26 000112-40-3 91
5 Tridecane 184 C13H28 000629-50-5 90

AbundanceScan 1035 (12.410 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
5]
5000 ?¥
12.00 12.20 12.40 12.60 12.80
0 m/z 71.10 61.47%
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance #37470: Dodecane
571.0
5000
850 12.00 12.20 12.40 12.60 12.80
m/z 85.10 37.67%
170.0
...,....,...H‘,..‘:. ‘l-...”,.l.liz‘.o.‘..].4].[.]..|....
m/z—> 60 80 100 120 140 160 180 200
Abundance
571.0
ﬁ—T_l_ﬁTl_ﬁﬁTﬁTl—rYTT_l_rTT
12.00 12.20 12.40 12.60 12.80
5000 m/z 56.10 16.14%
850
290
112.0 1410 170.0
L UL SRS S AL LU BN L L LA WL IR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance ) #37471: Dodecane e s A =TT
430 12.00 12.20 12.40 12.60 12.80
m/z 55.10 16.08%
710
5000
98
26lp ] m 1, 0, 1270 17D0
Illlllllllll|IIII|IIII|IIII T T Trrr[rrrrJrrrr TTrrr |IIII]IIII|IIII|II|I|I|
m/z—> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60 12.80

TLTICPAH.M Tue Jan 09 16:55:57 2018 OREM

Page:

11



Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA-dilutel000.D

Acq On : 29 Feb 2012 10:00

Operator : .

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 8 Undecane, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.624 473.69 ng 4736940 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 83
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
AbundanceScan 1081 (12.624 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
511
5000 s
98.1
» 12.40 12.60 12.80 13.00
o 1o b s B 02 oo | iz 7110 47.13
m/z-—> 20 40 60 80 100 120 140 160 180 200
Abundance #47667: Undecane, 2,6-dimethyl-
51.0
5000
12.40 12.60 12.80 13.00
290 m/z 98.10 14.24%
98.0
I 2 1410 1690
L UL LRI SLBLRLL ILRLELIL WLALILY WL SURILELE SRR L L
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance
571.0
 EBREREE R ey
12.40 12.60 12.80 13.00
5000 m/z 56.10 14.20%
290 98.0
790 141.0 184 .0
L LA IR SLELRLELS BRI WL L LU SLELILAL S L L
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance ; #47633: Dodecane, 6-methyl- A ==
210 12.40 12.60 12.80 13.00
m/z 70.10 12.05%
5000
290 98.0
70, | i 140.0 184.0
I]lllllllllllll T T T Trrr|prrrrJrrrrr IIII|IIII|IIII|IIII]I||
m/z-—> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00

TLTICPAH.M Tue Jan 09 16:55:57 2018 OREM Page: 12



Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA--dilutel000.D

Acq On : 29 Feb 2012 10:00

Operator

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 9 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.881 2298.15 ng 22981500 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 93
4 Hexadecane 226 Cle6H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 90
AbundanceScan 1351 (13.881 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
51
5000 85 1
| 121 1404 184 22070 - 13.60 13.80 14.00 14.20
Ol rerrrrrrrrbe b bt b 2000 2810 (m/z 71.10  66.06%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47619: Tridecane
51.0
5000 . 85.0
290 13.60 13.80 14.00 14.20
m/z 85.10 42 .42%
‘ ‘ 113.0 1410 184.0
||||||||L.-'.n‘l.‘l.u‘[nll.||||||||||||||||||||||||||n||n||
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
571.0
13.60 13.80 14.00 14.20
5000 85.0 m/z 55.10 16.16%
290
1120 1410 184.0
'I'r‘Tl"\ﬂT'lTl'Vr'Th]YTY‘Y["‘rT f rrr'rrl-r 'ﬁ'lTl_ﬁ'lTl'ﬁ_lTl'm—rl'mTl_l'
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47618: Tridecane S S
51.0 13.60 13.80 14.00 14.20
m/z 56.10 15.37%
5000
29.0 -
” “ ’ 112.0 1410 W4O
TTT T TT n-n--n-- n---"u--n--n-- n---n-n--nn TTTTTTT B B B
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

TLTICPAH.M Tue Jan 09 16:55:57 2018 OREM Page: 13



Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On 29 Feb 2012 10:00
Operator
Sample PA-dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 10 Tetradecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.310 1735.55 ng 17355500 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 96
3 Tetradecane 198 C14H30 000629-59-4 95
4 Tetradecane 198 C14H30 000629-59-4 93
5 Tridecane 184 C13H28 000629-50-5 90

AbundanceScan 1658 (15.310 min): 022912PA-dilute1000.D\data. m/z 57.10 100.00%
511
5000 !s
15.00 15.20 15.40 15.60
0- m/z 71.10 68.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58107: Tetradecane
51.0
5000 850
15.00 15.20 15.40 15.60
m/z 85.10 45.80%
290
“'"“I“"'“'P'”I”"'”"'”"“ ARASSARAYNARSERAARS
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
571.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 55.10 16.83%
290
1130 1410 41690 198.0
LR UL IR LU UL UL (UL L LU IS (LY LR BRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance ; #58110: Tetradecane e =S
210 15.00 15.20 15.40 15.60
m/z 56.10 14.85%
) J\LJL
IIIIIIIIIIIIlIIIIlIIII'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
TLTICPAH.M Tue Jan 09 16:55:57 2018 OREM

Page:
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Data Path

Non Target Peak Search Report

C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: rteint.p

29 Feb 2012 10:00

PA---dilutel000
1.0 uL. 4 mL dilutel000
55 Sample Multiplier: 1

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 11 Hexadecane

Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
16.232 498.76 ng 4987600 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 Cle6H34 000544-76-3 91
2 Pentadecane, 7-methyl- 226 C1l6H34 006165-40-8 90
3 Pentadecane, 4-methyl- 226 C1l6H34 002801-87-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

AbundanceScan 1856 (16.232 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
511
o MJM/\/\W
IIII|IIII|IIII|IIII|III
16.00 16.20 16.40 16.60
m/z 71.10 87.13%
m/z—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79882: Hexadecane
51.0
5000 ”'O IIIIIIIIIIIIIIIIIIIIIII
16.00 16.20 16.40 16.60
m/z 85.10 50.18%
113.0 . 5
! ||2[|" |O| P I\III . |l‘l . ‘!‘- . |“ — l‘. II‘I 'II4|[I(IJ i Ilt‘:;‘lcl)l . |]|9|7|O|| ; .2|2.:7| E)I
m/z—> 20 60 80 100 120 140 160 180 200 220
Abundance
57.0
e R R
16.00 16.20 16.40 16.60
5000 m/z 55.10 21.18%
85.0
0 20 140.0
168.0186.0 211.0
I S L UL S AL AL B L N LI S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance ] #79898: Pentadecane, 4-methyl- —
430 16.00 16.20 16.40 16.60
70 m/z 56.10 17.96%
N J\mv/v\ﬁf\j\md\ffv
99.0 183
127.0 g
|||v||i|=v-I'h'|:l5|‘!u|'|!'uuul| --'-I: -luuv IIII'-:ftO”” ||””I?I|]Iol”” LI B
m/z—> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.

TLTICPAH.M Tue Jan 09 16:55:58 2018 OREM

Page:
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On 29 Feb 2012 10:00
Operator
Sample PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 12 Pentadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.804 1607.30 ng 16073000 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Pentadecane 212 C15H32 000629-62-9 96
3 Pentadecane 212 C15H32 000629-62-9 96
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heptadecane 240 C17H36 000629-78-7 91

AbundanceScan 1979 (16.804 min): 022912PA-dilute1000.D\data. m/z 57.10 100.00%
5]
5000 ‘i
» 212.2 16.40 16.60 16.80 17.00 17.20
0 1692 191.1 25291 |m/z 71.10  70.70%
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68974: Pentadecane
51.0
5000 .
85.0 16.40 16.60 16.80 17.00 17.20
m/z 85.10 48.24%
290
o b g VRO 10 sego 220
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
510
TWWT’T‘T
850 16.40 16.60 16.80 17.00 17.20
5000 o m/z 55.10 19.35%
290
113.0 1410 1690 212.0
L LR IS UL UL LU WU LS IS LS LN I RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance ; #68975: Pentadecane e
4.0 16.40 16.60 16.80 17.00 17.20
m/z 56.10 14.41%
290
s000{ |
1130 1410 190 2120
Trr[prrrorprrT |l|ll||lll|llll|llll|ll
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00 17.20

TLTICPAH.M Tue Jan 09 16:55:58 2018 OREM

Page:
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Data Path

Non Target Peak Search Report

C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On : 29 Feb 2012 10:00
Operator

Sample : PA-dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 13 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.956 1230.79 ng 12307900 External Standard 0.000

000629-78-7 98
000629-78-7 98
000629-78-7 96
000629-59-4 91
000544-76-3 91

m/z 57.10 100.00%

-

19.60 19.80 20.00 20.20

m/z 71.10 73.06%

-

19.60 19.80 20.00 20.20

m/z 85.10 51.60%

-

L L B B L B L B

19.60 19.80 20.00 20.20

m/z 55.10 19.49%

%

LA LN LN L L L L L L B

19.60 19.80 20.00 20.20

m/z 99.10 14.81%

-

Hit# of 5 Tentative ID MW MolForm
1 Heptadecane 240 C17H36
2 Heptadecane 240 C17H36
3 Heptadecane 240 C17H36
4 Tetradecane 198 C14H30
5 Hexadecane 226 C1l6H34
AbundanceScan 2656 (19.956 min): 022912PA—dilute1000.D\data.
591
5000
0 169.2 1972219 ]2403
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90418: Heptadecane
571.0
85.0
5000
20 113.0
Lol J L1410 1690 1970 2400
RS RN RS RULLS INLARS LAY SAAERS SARES SURAN ALY LIULAN ALY ALY S
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
571.0
5000
85.0
290
1130 1410 1690 196.0 240.0
L IR LS UL IR LIS LA IS UL (LS LU IR LY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90416: Heptadecane
51.0
5000 850
29.0 1130 1410
o ] ?C Q
el e A0, 1600 1070 2400
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260

19.60 19.80 20.00 20.20

TLTICPAH.M Tue Jan 09 16:55:58 2018 OREM

Page:
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Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA--dilutel000.D

Acq On : 29 Feb 2012 10:00
Operator

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L
TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 14 Octadecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.557 1034.98 ng 10349800 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 Hexadecane 226 C1l6H34 000544-76-3 97
3 Octadecane 254 C18H38 000593-45-3 95
4 Octadecane 254 C18H38 000593-45-3 95
5 Heneicosane 296 C21H44 000629-94-7 91

AbundanceScan 3000 (21.557 min): 022912PA-dilute1000.D\data.
511

5000
0 1, 169.2 197.2 2252 294.3 90 ¢
R AREARRREL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101148: Octadecane
51.0
5000

85.0

290

| 130 1410 1890 1970 2250 2540
| I ”\ al 1) \‘ | il L ! 22 O

il
L L L B I B L L S R R R R EEREEEEE SRS

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

570

5000 85.0

290
1130 1410 1690 197.0 226.0

-l-rrrr'l-rrrrn'rvrrr]v TTT r|'f V‘l' l'l'l' '1TI_| 'l'!‘lTl_l'!'lTl'l'!'I_rl'r
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101147: Octadecane

51.0

5000 82.0

290 113.0
II ||x i .Ml - 4|[O “NO 197.0 2250 2'40

il J
e et et e e et e e e

m/z 57.10 100.00%

-

21.20 21.40 21.60 21.80

m/z 71.10 73.46%

—

LI L L I I B I

21.20 21.40 21.60 21.80

m/z 85.10 52.96%

%

LI L L L B B LI B NN

21. 20 21 40 21. 60 21.80

m/z 55.10 20.19%

%

LI L L L B L LB LN L

21.20 21.40 21.60 21.80

m/z 99.10 15.64%

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

%

LI LI L L I

21.20 21.40 21.60 21.80
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On 29 Feb 2012 10:00
Operator
Sample PA-dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 15 Nonadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.140 981.16 ng 9811580 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 98
2 Hexadecane 226 C1l6H34 000544-76-3 97
3 Hexadecane 226 Cl6H34 000544-76-3 97
4 Heptadecane 240 C17H36 000629-78-7 91
5 Nonadecane 268 C19H40 000629-92-5 91

AbundanceScan 3340723.140 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
o AOJ\]\—“
I|IIII|IIII|IIII|IIII|
1411 16¢ . . 268.3 22.80 23.00 23.20 23.40
0 0021972 2050 28095911 'm/z 71.10 75.01%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112044: Nonadecane
51.0
5000 L)“IO Illlllllllllllllllllll
22 .80 23.00 23.20 23.40
m/z 85.10 54.10%
20 113.0
|'|'L"|"‘J'I'lIlI"I"l”ll"':|'n|]|4'llnoulrlf|)|r’no||I?|7|O|||22|E”O| ||||2|)’|)|9....
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
571.0
S R mmwEEEE
2280230023202340
Lh.'O
29.0
113.0 141.0 169.0 1970 226.0
-rrrrrrr]rrrr'rrmﬂ‘] T rl" I'T'rl I'I'!' TﬁWTI'\ﬂ'r"m]’r"l'l‘rr"ﬁTm‘!Trl‘ﬂ'r"l‘ﬁT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79882: Hexadecane R ————
510 22 .80 23.00 23.20 23.40
m/z 99.10 16.52%
5000 83.0 J\\g_\‘~/\v/\\’\——’~‘/\~
200 |} | |'7/1410 1600 1979 2250
TT lIIIIIIII TITT IIlI TTriTprrorr IIII I|II LI L lllllllll I|II|I|I|II||III|III||
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.80 23.00 23.20 23.40
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Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA-dilutel000.D

Acq On : 29 Feb 2012 10:00

Operator

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 16 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.690 886.76 ng 8867570 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexadecane 226 Cl6H34 000544-76-3 97
3 Eicosane 282 C20H42 000112-95-8 95
4 Eicosane 282 C20H42 000112-95-8 93
5 Hexadecane 226 Cl6H34 000544-76-3 93

AbundanceScan 3673 (24.690 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
5911

%

24.40 24.60 24.80 25.00

5000
IIIIIIIIIIIIIII|IIII
| 14] I 169.2 16 - n 2823 24.40 24.60 24.80 25.00
0 ..,....,...‘I.-:..,‘.'..J"... bt A || W/Z 71,10 76.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122930: Eicosane
51.0
85.0
5000 IIIlIIIIIIIII]IIIIIIIII

0 113.0

141.0 Q
b ! h\ L4y ;1690 197.0 2250 2530 2820

m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

57.0

m/z 85.10 55.65%

%

TT T T T T T T T T T[T T TTTT

24 40 24 60 24 80 25 00

T

290
113.0 1410 16 9.0 197.0 226.0

'I'I’TFY'FFI TTT l'rl'\ T I TTTYT rl'| vrrrﬂ '|'|'|’ rm-!TrrnTn-n—rrmTrn-q—rn'

m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

oo
o
o

5000 m/z 55.10 21.50%

Abundance ; #122931: Eicosane N
1.0 24.40 24.60 24.80 25.00
m/z 99.10 17.02%
5000 o
290
TT l:lll'l Il‘ L III]I?:OlII?I]IIOIJIII?E:IOILIII?ZIOIAIZIziE:IOI 2I?I?)IOlllzlgl%loll"l' III|IIII|IIII]IIII|III|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 24.40 24.60 24.80 25.00
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Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\
Data File : 022912PA-dilutel000.D

Acq On : 29 Feb 2012 10:00

Operator

Sample : PA-dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 17 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.199 744.64 ng 7446370 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Docosane 310 C22H46 000629-97-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
AbundanceScan 3997 (26.199 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
5]
o JA’\_~A\]\v—/—\,M/
IIIII|IIII|IIII|IIII|II
14] I [ 02 . . i 29 25.80 26.00 26.20 26.40 26.60
cll e e b 222022502 2900000 Tm/z 71.10  76.99%
m/z—> 20 40 60 100120140160180200220240260280300320
Abundance #133834: Heneicosane
51.0
5000 850 |IIII|IIII]IIII|IIII|II
25.80 26.00 26.20 26.40 26.60
m/z 85.10 56.53%
290 113.0
’ ’ | 14{1 O{“)(’O](’7022E 02 296.0
|||||Il|l|llll llllll‘lll TTIT IIIIAIIIIIlllllllllllllll|||||||| TTT i prrrrprrr1
m/z—> 20 40 60 80 100120140160180200220240260280300320
Abundance
1.0
25 80 26 00 26. 20 26. 40 26 60
5000 _— m/z 55.10 22.02%
290 3 .
']’0141010*»0107022f02 3028103100
1'|'|'|'|'|’TY'|]YY!!‘]IYFV]1T"(]T‘|I'TIT"Y I"'i \ TTTY '\‘I'r’ '1'|'|'|'|'|'f
m/z--> 20 40 60 80 100120140160180200220240260280300320
Abundance ; #133835: Heneicosane S ——
1.0 25.80 26.00 26.20 26.40 26.60
m/z 99.10 17.60%
5000 850
290
I])
| ] 141.0169.0197.022502530 2960
lIlIIlIIIII Ty rrr T T T [Ty r AT [T T r [Ty [ rrrr[rrrrprrrrrrrs |IIII|IIII]IIII|IIII|||
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 25.80 26.00 26.20 26.40 26.60
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PAdilutel000.D

Acq On 29 Feb 2012 10:00
Operator
Sample PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Peak Number 18 Heneicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
27.660 678.01 ng 6780130 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane 296 C21H44 000629-94-7 96
3 Heptadecane 240 C17H36 000629-78-7 95
4 Heptadecane 240 C17H36 000629-78-7 95
5 Heneicosane 296 C21H44 000629-94-7 95

AbundanceScan 4311 (27.660 min): 022912PA-dilute1000.D\data. m/z 57.10 100.00%
591
85.1
5000
III|IIII|IIII|IIII|III
[ ! 141 1 10821572 20200733103 27.40 27.60 27.80 28.00
I A d 22 owooms 05 | Fnzz 71,10 75.96%
m/z--> 20 40 60 80 100120140160180200220240260280300320
Abundance #133834: Heneicosane
51.0
5000 ‘LYE'O III]IIIIIIIIlllllllllI
27.40 27.60 27.80 28.00
m/z 85.10 56.62%
290 113.0
’ ‘ [ J ]4”Olhﬁ0107022 0253 296.0
i |
”.””.” ””.”.””.”.””.”.“”.“.””.”.””.”w””.”
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
571.0
85.0 2740276027802800
5000 7 m/z 55.10 22.24%
29.0 113.0
14101000107022 02 TM;O
'Fr"r’(ﬁ]\'f’]lrlflﬂ]“fl’ll '|'Vf‘1'r1f'l'l'1'l'f f T|'|'|'|'r|'|'|'
m/z--> 20 40 60 80 100120140160180200220240260280300320
Abundance ; #90416: Heptadecane N —
210 27.40 27.60 27.80 28.00
m/z 99.10 19.11%
5000 850
29.0 R
| I 113.01410160.0197¢ 2400
n-lun'hv ettt et e e LI L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 27.40 27.60 27.80 28.00
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Non Target Peak Search Report

Data Path : C:\msdchem\1\LEGACY\2012\February\

Data File : 022912PA--dilutel000.D

Acq On : 29 Feb 2012 10:00

Operator :

Sample : PA--dilutel000

Misc : 1.0 uL 4 mL dilutel000

ALS Vial : 55 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 19 Heptadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
29.178 484.39 ng 4843950 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heptadecane 240 C17H36 000629-78-7 92
5 Tricosane 324 C23H48 000638-67-5 92

AbundanceScan 4637 (29.178 min): 022912PA—dilute1000.D\data. m/z 57.10 100.00%
511
851
5000
I|IIII|IIII|IIII|IIII|I
13141 4 ) 28.80 29.00 29.20 29.40
0 B LA 1418921072005 2053 35813 3244 m/z 71.10 76.23%
i b e e
m/z-—> 50 100 150 200 250 300
Abundance #90416: Heptadecane
571.0
5000 850 IIIIIIIIIIIIIIIIIIIII]I
28.80 29.00 29.20 29.40
m/z 85.10 56.72%
290J 113.0141.016¢
fl’l "Il' Jllle][ IJIAI { III()(KT'(I]A]IQYOI |2|4l00| —— ———q
m/z—> 50 100 150 200 250 300
Abundance
430
710 e B
28.80 29.00 29.20 29.40
5000 m/z 55.10 22.79%
990 196.0
127.0155.0 225.0253 0281.0
L I—Irll"|'ll‘|' l*l—[fl‘\‘lfl_!‘l’llll Illli IIII
m/z--> 50 100 150 200 250 300
Abundance #133840: Eicosane, 10-methyl- —
54.0 28.80 29.00 29.20 29.40
m/z 99.10 18.47%
5000 850 \“\\J\ANH—J/\k-ﬁ-—~‘\A\~
1130 1540
, L0 ) 183.0211.02390 2810
L IIIIIIIIIIIIIIIIIIII Illlllllll lllllllllll'lllllllll]l
m/z-—> 50 100 150 200 250 300 28.80 29.00 29.20 29.40
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Data Path
Data File : 022912PA--dilutel000.D
29 Feb 2012 10:00

Acq On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: rteint.p

Cc

Non Target Peak Search Report

:\msdchem\1\LEGACY\2012\February\

PA--dilutel000

1.

0 uLL 4 mL dilutel000

55 Sample Multiplier: 1

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 20 Tetracosane

Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
30.807 384.35 ng 3843470 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24HS50 000646-31-1 99
2 Tetracosane 338 C24H50 000646-31-1 98
3 Tetracosane 338 C24HS50 000646-31-1 97
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 97
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 95

AbundanceScan 4987 (30.807 min): 022912PA—dilute1000.D\data.
591

85.1

5000
13 I4l 1
0 ey J | 1189.1197 2995 2253 2981 3309.3 338 4
RARANRRRRI RRRN ERRRE RRRRY At lnl e nn T T T T T
m/z—> 20 40 60 80 100120140 160 180200220240260280300320340
Abundance #164292: Tetracosane
51.0
850
5000
II301410
00 | J 4 d | %) 1690197.0225.0253 0281 0309.0 3350
N R ILAAN AR LA AR LARAS LA UAAN LASAN AR LARAS UAAAN LARAN RARAS LA BB
m/z—> 20 40 60 80 100120 140 160 180 200220 240 260 280 300 320 340
Abundance
57.0
5000 850
290

"l’r!Tl]\Tl\rf!r‘!l’H’!\rﬂ\|'|'H'V‘|"1'|'|
m/z—> 20 40 60

"301410|nﬂ01(7022f02 30281.0309.0338.0
‘ 1'|T|'|'|'r
80 100120 140 160 180 200 220 240 260 280 300 320 340

m/z 57.10 100.00%

=

30403060308031 00 31.20

m/z 71.10 76.57%

TTT T[T T T T [T T T T[T TTT[TT

30.40 30.60 30.80 31.00 31.20

%

m/z 85.10 56.17%

%

LB LI L L LA LN R B

30403060308031 003120

m/z 55.10 22.50%

[RARRERAR)

m/z—> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340

Abundance #164293: Tetracosane
e R ARER R
1.0 30.40 30.60 30.80 31.00 31.20
85.0 m/z 99.10 18.82%
5000
13.0
1
ettt e e e e e e e T T T T T
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Non Target Peaks Summary

Data Path C:\msdchem\1\LEGACY\2012\February\
Data File 022912512-dilutel000.D
Acg On 29 Feb 2012 10:00
Operator
Sample PA--dilutel000 1.0 uL. 4 mL
Misc dilutel000
ALS Vial : 55 Sample Multiplier: 1

Quant Method

Quant Title PAHS5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

TIC Top Hit name RT
Decane 8.946 1518.9 ng
Decane, 2-methyl- 10.152 497.2 ng
Decane, 3-methyl- 10.268 402.7 ng
Undecane 10.785 3018.0 ng
5-Ethyldecane 11.707 543.8 ng
Undecane, 2-met... 11.837 457.2 ng
Dodecane 12.410 2834.9 ng
Undecane, 2,6-d... 12.624 473.7 ng
Tridecane 13.881 2298.2 ng
Tetradecane 15.310 1735.6 ng
Hexadecane 16.232 498.8 ng
Pentadecane 16.804 1607.3 ng
Heptadecane 19.956 1230.8 ng
Octadecane 21.557 1035.0 ng
Nonadecane 23.140 981.2 ng
Eicosane 24.690 886.8 ng
Heneicosane 26.199 744.6 ng
Heneicosane 27.660 678.0 ng
Heptadecane 29.178 484.4 ng
Tetracosane 30.807 384.3 ng

TLTICPAH.M Tue Jan 09 16:55:59 2018 OREM

C:\msdchem\1\METHODS\TLTICPAH.M

EstConc Units Response

15188600
4972070
4026590

30179600
5438420
4572430

28348700
4736940

22981500

17355500
4987600

16073000

12307900

10349800
9811580
8867570
7446370
6780130
4843950
3843470

--Internal Standard---

#

[eololololojoololololololoNoleNoloNoNo)

[eololololojoololololololoNoleNoloNoNo)

RT

Resp Conc

10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
10000 1.0
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