LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 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-BM020718.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 5.134 360 365 384 rVB 1652589 2534227 28.90% 5.023%
2 6.716 627 634 652 rBY 1381382 2517418 28.71% 4 .990%
3 7.045 684 690 703 rBY 1832434 2781985 31.73% 5.514%
4 7.504 762 768 777 rVB 444767 704990 8.04% 1.397%
5 7.816 814 821 831 rBV 1419627 2291713 26.14% 4 .542%
6 8.669 959 966 985 rBV 897597 1830192 20.87% 3.628%
7 10.275 1232 1239 1254 rBV 421638 886608 10.11% 1.757%
8 12.492 1610 1616 1625 rVB2 62220 115406 1.32% 0.229%
9 12.774 1655 1664 1679 rBV 2139258 3639685 41.51% 7.214%
10 13.151 1722 1728 1738 rBvV6 29194 89053 1.02% 0.177%

11 14.169 1895 1901 1917 rBV3 613496 1025282 11.69% 2.032%
12 15.680 2152 2158 2173 rBV2 1438418 2472351 28.20% 4_.900%
13 16.086 2221 2227 2233 rBV3 73768 125837 1.44% 0.249%
14 16.933 2365 2371 2382 rBV 659701 1036253 11.82% 2.054%
15 17.221 2416 2420 2425 rBV 123166 154265 1.76% 0.306%

16 17.474 2459 2463 2467 rVB3 113836 142840 1.63% 0.283%
17 17.604 2480 2485 2492 rVB 2645165 3127903 35.67% 6.200%
18 17.839 2519 2525 2531 rBvV2 220332 348821 3.98% 0.691%
19 17.904 2531 2536 2542 rVB 776400 1001371 11.42% 1.985%
20 18.756 2676 2681 2684 rBV 5570850 6982915 79.64% 13.840%

21 18.792 2684 2687 2698 rVB 7260094 8768637 100.00% 17.380%
22 18.927 2705 2710 2715 rVB 1071893 1293948 14.76% 2.565%
23 19.133 2741 2745 2754 rBV4 131276 224658 2.56% 0.445%
24 19.580 2816 2821 2827 rBV 2966843 3535339 40.32% 7.007%
25 19.886 2870 2873 2877 rBV2 86459 113121 1.29% 0.224%

26 19.921 2877 2879 2885 rVB4 78639 99419 1.13% 0.197%
27 20.386 2954 2958 2962 rBV4 93255 107990 1.23% 0.214%
28 20.856 3034 3038 3047 rBV3 188534 242816 2.77% 0.481%
29 20.992 3058 3061 3068 rVB7 68308 87721 1.00% 0.174%
30 21.150 3084 3088 3095 rBvV 783502 1090015 12.43% 2.160%

31 23.333 3453 3459 3468 rVB 533441 1080269 12.32% 2.141%

Sum of corrected areas: 50453048
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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: BM014505.D
7000000

6000000
5000000
4000000
3000000
2000000 513 7.05

6.72 7.82

1000000 8.67
7.50 10.27

R R R T e e e e e TNt | SN

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014505.D

7000000 18379

6000000 18176

5000000

4000000

19.58

3000000 17.60

12.77
2000000
15.68

1000000 1417 16.93 17.90

1249 || 1315 }\ 16.09 ﬂ 17.227.47 17.64

O s e o e e L L R e T

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014505.D

7000000

6000000
5000000
4000000
3000000

2000000

1000000 2115 23.33
ol A

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 unknown7.05 Concentration Rank 3

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

7.05 78.92 ng 2781990 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 691 (7.051 min): BM014505.D (-684) (-) m/z 132.00 100.00%
132
5000 68
40 54 %6 680 7.00 7.20 7.40
0 8 L 109 159 207 m/z 68.05 44.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67
6.80 7.00 7.20 7.40
m/z 66.00 37 .49%
44 103
0"”I"”Iw'”hlﬁdl"”lh'”l"MI"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
'/kl”"ﬁ"W"”l'”
6.80 7.00 7.20 7.40
5000 m/z 134.00 33.66%
oL 15 27 39 92 0 77 2104,
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methy!l- e EARRNmma T
56 132 6.80 7.00 7.20 7.40
m/z 69.05 23.56%
5000
ok .??,ﬁ(:.?ﬁu.uﬂl. ZF,.?}.,...., A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 3 3-Hexenoic acid, 5-hydroxy-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.25 ng 115406 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 53
2 Propanoic acid. 2-methvl-, 2.2-d... 216 C12H2403 074367-33-2 53
3 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
4 1-Penten-3-ol. 3-methvl- 100 C6H120 000918-85-4 38
5 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004 074367-30-9 38
Abundance Scan 1616 (12.492 min): BM014505.D (-1610) (-) m/z 71.10 100.00%
43 !
5000 55 83
98
l h || | 111 145 173 208 12.20 12.40 12.60 12.80
obreeellall L T A Tw/z 43.10  94.88%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19878: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]-
43 71
5000
83 12.20 12.40 12.60 12.80
27 55 ‘ 08 111 o m/z 41.10 60.16%
0 |.‘l..“l..“lh|.‘.‘.h |""'"|""'|""'1|4:3"' AN R s
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 12.20 12.40 12.60 12.80
5000 m/z 55.00 42 _.73%
56
83
o % 111 143 173
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7 12.20 12.40 12.60 12.80
43 m/z 83.00 38.89%
5000
56 a3
0 20| T %B111 157 143 150 173185108 215 243
mz-> 20 Jo 60 80 100 150 150 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 Tetradecanoic acid, 12-meth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.09 2.43 ng 125837 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid. 12-methvl-. ... 256 C16H3202 005129-66-8 78
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 74
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 72
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 64
5 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 64

Abundance Scan 2228 (16.092 min): BM014505.D (-2221) (-) m/z 74.10 100.00%

7

5000, 4155

15.80 16.00 16.20 16.40

01 m/z 87.10 71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92277: Tetradecanoic acid, 12-methyl-, methyl ester
41 74
55 87
5000
15.80 16.00 16.20 16.40
2 143 m/z 41.10 49_.97%
o 157 177 199213377,,, 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74 87
R I e e
15.80 16.00 16.20 16.40
5000 199 m/z 43.05 48 .15%
41 55 143 242
. 27 1011,5129 157171185 213557
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75098: Tridecanoic acid, methyl ester A R EARE RS
74 15.80 16.00 16.20 16.40
m/z 54.95 47 .21%
87
5000
41 55
A N it N o Ly BN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.22 2.98 ng 154265 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 72
2 Dibutvl phthalate 278 C16H2204 000084-74-2 64
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 59
4 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 53
5 1,2-Benzenedicarboxylic acid, di... 250 C14H1804 000131-16-8 53
Abundance Scan 2420 (17.221 min): BM014505.D (-2416) (-) m/z 149.05 100.00%
149
5000
41 76 104 DA AR RS RAR
167 223 17.00 17.20 17.40 17.60
oLyl | 1122 167 208%aa e e
m/z--> 50 100 150 200 250 300 350
Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149
5000 LI S SIS IR I
17.00 17.20 17.40 17.60
g 57 - m/z 57.10 16.11%
oLl | 76 1042 | 167 2057 278
m/z--> 50 160 150 200 250 300 350
Abundance
149
AR RS AR AR A
17.00 17.20 17.40 17.60
5000 m/z 75.95 14 .15%
o 29 57 76 105123 | 167 205223
m/z--> 50 100 150 200 250 300 350
Abundance #145660: 1,2-Benzenedicarboxylic acid, butyl decyl ester
149 17.00 17.20 17.40 17.60
m/z 104.00 12.76%
5000
iy 223
ol15 | M L T8 o7 121 | 167 2057 289307 363 .
m/z--> 50 160 150 200 250 300 350 17.00 17.20 17.40 17.60

8270-BM020718.M Wed Mar 07 15:01:43 2018 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 6 unknownl7.47 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.47 2.76 ng 142840 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 41
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 38
3 3.7.11-Trimethvl-dodeca-2.6.10-t... 236 C15H2402 007548-13-2 35
4 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 30
5 3-Penten-2-one 84 C5H80 000625-33-2 25

Abundance Scan 2462 (17.468 min): BM014505.D (-2459) (-) m/z 55.10 100.00%

69

%;

5000
1O - 135 152 194,07 237 17.20 17.40 17.60 17.80
of m/z 41.05 80.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24248: B|cyclo[311]heptan 3-one, 2,6,6-trimethyl-, (1.
55 69
41
5000
7 17.20 17.40 17.60 17.80
T 1 e m/z 69.05 67.77%
RN ™
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
74
17.20 17.40 17.60 17.80
5000 87 m/z 42.95 49_.19%
0
123
ol 187152165179 194207201 236 268
R T L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79826: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid T e ey
69 17.20 17.40 17.60 17.80
a1 m/z 97.10 47 .80%
5000
121 q
193
GRS L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 7 9-Octadecenoic acid, 12-(ac... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.60 60.37 ng 3127900 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 91
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
Abundance Scan 2484 (17.598 min): BM014505.D (-2480) (-) m/z 74.00 100.00%
74
5000 43
705 4 195202 20 g | 17294740 1750 1750 16000
ol by ooy | 163 07 |, 88 m/z 87.00 71.40%
m/z--> 50 100 150 200 250 300 350
Abundance #142779: 9-Octadecenoic acid, 12-(acetyloxy)-, methyl este...
74
5000 LRI LN BASU SN B
55 17.20 17.40 17.60 17.80 18.00
143 m/z 43.10 44 .18%
oL | ‘M L1123 | 163185 *2To49270 316 357
m/z--> 50 100 150 200 250 300 350
Abundance
74
AR AR AR R
17.20 17.40 17.60 17.80 18.00
5000 43 m/z 41.10 42.02%
o 07155 185 g
m/z--> 50 100 150 200 250 300 350
Abundance #83692: Methyl tetradecanoate
74 17.20 17.40 17.60 17.80 18.00
m/z 55.10 34.92%
5000
43
143
ol ‘,h.ﬂ Al 1 }?g, e
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 8 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.84 6.73 ng 348821 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 52

Abundance Scan 2525 (17.839 min): BM014505.D (-2519) (-) m/z 73.00 100.00%

7B
5000 129

17.60 17.80 18.00 18.20

o] m/z 43.05 98.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 ----|----|/-\"-’\--|----|---
17.60 17.80 18.00 18.20
21 m/z 41.10 91.98%
TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 17.60 17.80 18.00 18.20
5000 29 129 m/z 60.00 91.35%
87 185
101112 143,171 | g9 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 55.05 81.05%
43 57
5000
129
29 ‘ 115 171 214
185
AP s = P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 9 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.76 134.77 ng 6982920 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 95
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 90

Abundance Scan 2682 (18.762 min): BM014505.D (-2676) (-) m/z 67.05 100.00%

g7
5000

135150 18.40 18.60 18.80 19.00
178 220 263 294
0 20520 245 m/z 81.05 78.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000

18.40 18.60 18.80 19.00

109 m/z 55.05 68.47%
o 135150 47 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
a1 o5 18.40 18.60 18.80 19.00
5000 m/z 41.05 63.47%
110 294
. 15 135150 178 195 220037 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e R
4 67 18.40 18,60 18.80 19.00

m/z 95.05 51.49%

5000 95
110 294
‘ | 170135150 178105 2055, 263 %S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 40 18 60 18. 80 19. OO

o

8270-BM020718.M Wed Mar 07 15:01:45 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 10 14-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.79 169.24 ng 8768640 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
Abundance Scan 2687 (18.792 min): BM014505.D (-2684) (-) m/z 55.10 100.00%
5000 AA\J\
202 264 18.40 18.60 18.80 19.00 19.20
0 281296 m/z 41.10 81.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115445: 14-Octadecenoic acid, methyl ester
5000 SN U UL UL I
18.40 18.60 18.80 19.00 19.20
11 264 m/z 69.10 65.25%
o 2 138152 180 ;222,54 278 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
a1 18.40 18.60 18.80 19.00 19.20
5000 74 m/z 43.10 57.39%
5 264
111
o 2 138152 180 57222554 278 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115446: 16-Octadecenoic acid, methyl ester e e R

5 18.40 18.60 18.80 19.00 19.20
m/z 74.00 54 .59%

264
138152 180  5(7222y34 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 40 18. 60 18. 80 19. OO 19. 20

74
5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 11 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.93 24 .97 ng 1293950 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 86
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 83
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 80

Abundance Scan 2711 (18.933 min): BM014505.D (-2705) (-) m/z 74.00 100.00%

M
5000 43

18. 60 18 80 19. OO 19 20
Of m/z 87.00 76.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116657: Octadecanoic acid, methyl ester
74
5000 43

18.60 18.80 19.00 19.20
m/z 43.10 45.71%

143 208
bl LB s M a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
18. 60 18 80 19. 00 19.20
5000 m/z 41.00 37 .90%
28 43
143 255 298
o 59 101 195 1711 199 5y 271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116687: Heptadecanoic acid, 15-methyl-, methyl ester T R R
74 18. 60 18 80 19. 00 19 20

m/z 55.00 34 .92%

5000 5 298
4 143
18 ‘ 9 ’ 199 255
j ‘ i JL ‘ L | \‘ | ﬂ ] \ ) 171 ] ‘ 219 237 ‘ 270 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 60 18 80 19. OO 19.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 12 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.12 ng 224658 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 Octadecanoic acid 284 C18H3602 000057-11-4 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 2745 (19.133 min): BM014505.D (-2741) (-) m/z 73.00 100.00%
1
5000
18.80 19.00 19.20 19.40
(o} m/z 41.10 97 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
483 7
5000 SNSRI SUNLRA SRR
12 242 18.80 19.00 19.20 19.40
0
‘ 97 ‘ 109 m/z 60.00 96.57%
ob—U H‘\IHH ul\ IHM‘I“‘MI\ .““‘.‘. .‘1|53.1.?1.‘. ‘I .2.2‘:' % —
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 284
18.80 19.00 19.20 19.40
5000 m/z 55.10 85.61%
129
98
185 241
o 18 157 213 266
m/z--> 55 160 1éo 200 2%0 300 3%0
Abundance #75070: Tetradecanoic acid S ANEEREEEE RS
78 18.80 19.00 19.20 19.40
m/z 57.00 85.33%
5000 129
97 228
0‘ 18 I\ ‘:l J: ‘:‘“‘\u ihl“ ;h‘\ rat I‘ :|I-5‘|7 I‘ . {I ‘l — L . ——T ———
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 13 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.89 2.08 ng 113121 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 68
2 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 64
3 2.6-Dimethvldecane 170 C12H26 013150-81-7 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Dodecane 170 C12H26 000112-40-3 64
Abundance Scan 2874 (19.892 min): BM014505.D (-2870) (-) m/z 57.10 100.00%
57
5000
267 agg '19.60 19,80 20.00 20.20
Ok m/z 43.05 81.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 LR BN BRI SR SR
mmmmmmmw
m/z 71.10 68.25%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
19.60 19,80 20.00 20.20
5000 m/z 41.00 49 _75%
113
0 I2I’f_)'l""l""l"" R S N D D D B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #36163: 2,6-Dimethyldecane I AEEREE TS
43 19.60 19.80 20.00 20.20
m/z 55.10 46 .95%
5000 85
o fl27 170
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 19. 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014505.D

Aca On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample : J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_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 14 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.46 ng 242816 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 83
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 70
3 1-Heptacosanol 396 C27H560 002004-39-9 64
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 53
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 50
Abundance Scan 3039 (20.862 min): BM014505.D (-3034) (-) m/z 43.10 100.00%
43
5000
2060 20.80 21.00 21.20
0! m/z 55.10 96.65%
mz—-> 0 50 100 150 200 250 300 350 400
Abundance #98170: 1-Nonadecene
41
5000 AU A AR
111 mmmmmmmm
‘ m/z 57.05  91.45%
oL VNG N B
mz-> 0 50 200 250 300 350 400
Abundance
55 83
2060 20.80 21.00 21.20
5000 11 m/z 41.05 65.86%
29
322
0 139 167 105 222 262 294
miz-> 0 §0 160 1éo 260 250 360 3éo 460
Abundance #155622: 1-Heptacosanol A EAREE ma S
43 20.60 20.80 21.00 21.20
m/z 69.10 61.44%
5000{ 18 71 97
125
ok L il M 1 A |~ 154 182 210 238 281 309 337 378
mz—-> 0 % ﬁo @ 2& 250 300 350 ﬁo mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30718\
Data File : BM014505.D

Acq On : 06 Mar 2018 19:24

Operator : SJ/JU

Sample - J1699-33

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.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]
unknown? .05 7.05 78.9 ng 2781990 1 7.50 704990 20.0
3-Hexenoic acid, ... 12.49 2.3 ng 115406 3 14.17 1025280 20.0
Tetradecanoic aci... 16.09 2.4 ng 125837 4 16.93 1036250 20.0
1,2-Benzenedicarb... 17.22 3.0 ng 154265 4 16.93 1036250 20.0
unknownl17 .47 17 .47 2.8 ng 142840 4 16.93 1036250 20.0
9-Octadecenoic ac... 17.60 60.4 ng 3127900 4 16.93 1036250 20.0
n-Hexadecanoic acid 17.84 6.7 ng 348821 4 16.93 1036250 20.0
9,12-Octadecadien... 18.76 134.8 ng 6982920 4 16.93 1036250 20.0
14-Octadecenoic a... 18.79 169.2 ng 8768640 4 16.93 1036250 20.0
Octadecanoic acid... 18.93 25.0 ng 1293950 4 16.93 1036250 20.0
Pentadecanoic acid 19.13 4.1 ng 224658 5 21.15 1090020 20.0
Tetratetracontane 19.89 2.1 ng 113121 5 21.15 1090020 20.0
1-Nonadecene 20.86 4.5 ng 242816 5 21.15 1090020 20.0
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